LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111169.D

Aca On : 7 Dec 2018 6:22

Operator : JU/SJ

Sample : J6168-03

Misc :

ALS Vial : 28 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-BF120518 .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 3.240 193 196 208 rBvV 176329 370264 3.24% 0.281%
2 3.863 292 302 308 rBV2 123379 191379 1.68% 0.145%
3 5.022 490 499 506 rBV 494505 673307 5.90% 0.510%
4 5.428 562 568 571 rBY 10241208 10284498 90.05% 7.793%
5 6.440 734 740 750 rBV2 10220256 11420995 100.00% 8.654%
6 6.581 759 764 767 rBVY 10688128 10291745 90.11% 7.798%
7 6.810 799 803 806 rBVY 3243799 2626656 23.00% 1.990%
8 6.969 825 830 833 rVB 8786327 7826209 68.52% 5.930%
9 7.369 892 898 901 rBVY 7022077 6491353 56.84% 4.919%
10 8.087 1016 1020 1023 rBY 3503594 3196264 27 .99% 2.422%

11 8.110 1023 1024 1027 rVB 590871 301247 2.64% 0.228%
12 8.798 1138 1141 1144 rVB 162986 144688 1.27% 0.110%
13 9.169 1199 1204 1207 rBV 10311715 9046971 79.21% 6.855%
14 9.557 1267 1270 1273 rVV 1467943 1075318 9.42% 0.815%
15 9.698 1290 1294 1298 rBV 157527 146960 1.29% 0.111%

16 9.845 1312 1319 1322 rBV 2975770 2714096 23.76% 2.056%
17 9.875 1322 1324 1327 rVB 562437 406005 3.55% 0.308%
18 10.045 1350 1353 1356 rVB 339157 263318 2.31% 0.200%
19 10.386 1408 1411 1417 rBV 491552 411786 3.61% 0.312%
20 10.451 1417 1422 1424 rBV 101808 115670 1.01% 0.088%

21 10.545 1436 1438 1443 rVB4 103247 157203 1.38% 0.119%
22 10.598 1443 1447 1448 rBV 241038 200223 1.75% 0.152%
23 10.628 1448 1452 1457 rVB 5390216 4646089 40.68% 3.520%
24 10.763 1471 1475 1479 rBV 1092119 1014186 8.88% 0.768%
25 10.816 1481 1484 1486 rBV 1562990 1221854 10.70% 0.926%

26 10.851 1486 1490 1493 rVV2 1592794 1884037 16.50% 1.428%
27 10.881 1493 1495 1497 rVV2 1641950 1363896 11.94% 1.033%
28 10.904 1497 1499 1502 rVvVv 971399 895222 7.84% 0.678%
29 10.951 1502 1507 1508 rVV2 631124 926667 8.11% 0.702%
30 10.998 1511 1515 1518 rVV3 1286664 1564920 13.70% 1.186%

31 11.033 1518 1521 1523 rVV 1317393 1282604 11.23% 0.972%
32 11.051 1523 1524 1526 rVV2 546595 425865 3.73% 0.323%
33 11.075 1526 1528 1532 rVB2 797986 683105 5.98% 0.518%
34 11.222 1549 1553 1555 rVvV 333300 346671 3.04% 0.263%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111169.D

Aca On : 7 Dec 2018 6:22

Operator : JU/SJ

Sample : J6168-03

Misc :

ALS Vial : 28 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-BF120518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.263 1558 1560 1566 rVB3 150677 237219 2.08% 0.180%

36 11.328 1567 1571 1573 rBV 2555060 2565974 22.47% 1.944%
37 11.351 1573 1575 1578 rVV 3991188 2953028 25.86% 2.238%
38 11.398 1578 1583 1586 rVB 899717 790559 6.92% 0.599%
39 11.551 1604 1609 1612 rBV2 412297 441808 3.87% 0.335%
40 11.828 1652 1656 1658 rBVY 392579 330562 2.89% 0.250%

41 11.857 1658 1661 1666 rvvV2 1911859 1939422 16.98% 1.470%
42 11.898 1666 1668 1671 rVV 227898 230382 2.02% 0.175%
43 11.939 1671 1675 1677 rVV 688240 682981 5.98% 0.517%
44 11.963 1677 1679 1681 rVB 245552 196652 1.72% 0.149%
45 12.122 1703 1706 1707 rBV 312984 240300 2.10% 0.182%

46 12.139 1707 1709 1713 rVB 364459 295830 2.59% 0.224%
47 12.275 1726 1732 1734 rBV2 109964 124557 1.09% 0.094%
48 12.375 1743 1749 1752 rBV2 227343 288883 2.53% 0.219%
49 12.416 1752 1756 1757 rVVv2 128361 149599 1.31% 0.113%
50 12.457 1761 1763 1769 rVB2 177306 203876 1.79% 0.154%

51 12.539 1773 1777 1780 rBV 4850114 4140101 36.25% 3.137%
52 12.645 1790 1795 1800 rBV3 516543 690135 6.04% 0.523%
53 12.686 1800 1802 1807 rVB 162611 152696 1.34% 0.116%
54 12.763 1809 1815 1819 rBV 3688196 4290354 37.57% 3.251%
55 12.816 1821 1824 1829 rVB2 165016 223629 1.96% 0.169%

56 12.880 1832 1835 1837 rBV 210827 217740 1.91% 0.165%
57 12.910 1837 1840 1844 rVB 6793861 6627773 58.03% 5.022%
58 12.986 1847 1853 1855 rBV2 225466 363633 3.18% 0.276%
59 13.069 1865 1867 1868 rBV 172249 145479 1.27% 0.110%
60 13.092 1868 1871 1874 rVB 566327 533466 4.67% 0.404%

61 13.133 1874 1878 1880 rBv4 100608 146277 1.28% 0.111%
62 13.157 1880 1882 1885 rVB 414659 345301 3.02% 0.262%
63 13.198 1885 1889 1891 rBV 365531 354093 3.10% 0.268%
64 13.286 1902 1904 1907 rVB 160751 144310 1.26% 0.109%
65 13.316 1907 1909 1913 rBV2 169499 180875 1.58% 0.137%

66 13.392 1919 1922 1927 rBV5 115732 120249 1.05% 0.091%
67 13.592 1954 1956 1959 rBV 167194 155166 1.36% 0.118%
68 13.710 1973 1976 1979 rVB2 197111 193933 1.70% 0.147%
69 13.739 1979 1981 1983 rVV 312767 232468 2.04% 0.176%
70 13.763 1983 1985 1989 rVVv2 201619 241869 2.12% 0.183%

71 13.816 1989 1994 2000 rVB2 1277740 1574558 13.79% 1.193%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111169.D

Aca On : 7 Dec 2018 6:22

Operator : JU/SJ

Sample : J6168-03

Misc :

ALS Vial : 28 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-BF120518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 13.957 2011 2018 2021 rBV2 4219667 5423468 47 .49% 4.109%
73 13.986 2021 2023 2026 rVB 1506308 1132033 9.91% 0.858%
74 14.069 2034 2037 2040 rBV 261996 248101 2.17% 0.188%
75 14.145 2047 2050 2052 rVB2 218952 186517 1.63% 0.141%

76 14.180 2053 2056 2060 rvB2 156377 161562 1.41% 0.122%
77 14.345 2082 2084 2087 rVB 230150 195722 1.71% 0.148%
78 14.380 2088 2090 2093 rVB 192927 142012 1.24% 0.108%
79 14.451 2098 2102 2107 rVV5 300964 626570 5.49% 0.475%
80 14.492 2107 2109 2112 rVB2 192947 170397 1.49% 0.129%

81 14.821 2163 2165 2171 rVB3 245138 266891 2.34% 0.202%
82 14.892 2174 2177 2181 rBV3 240838 257504 2.25% 0.195%
83 14.986 2189 2193 2196 rBV 1033508 1520801 13.32% 1.152%
84 15.086 2207 2210 2211 rBV2 262634 260904 2.28% 0.198%
85 15.280 2239 2243 2248 rVB 624142 759225 6.65% 0.575%

86 15.339 2249 2253 2258 rVB 869783 1002339 8.78% 0.759%
87 15.398 2259 2263 2266 rBV2 1060676 1328415 11.63% 1.007%

88 15.427 2266 2268 2271 rVB 147864 126454 1.11% 0.096%
89 16.810 2499 2503 2512 rVB2 411682 811450 7.10% 0.615%

Sum of corrected areas: 131977373

8270-BF120518.M Fri Dec 07 15:17:48 2018 Page: 3



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111169.D

Aca On : 7 Dec 2018 6:22

Operator : JU/SJ

Sample : J6168-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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: BF111169.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111169.D

Aca On : 7 Dec 2018 6:22

Operator : JU/SJ

Sample : J6168-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 17

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

5.02 5.13 ng 673307 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Ethanol. pentamethvl- 116 C7H160 000594-83-2 9
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 9

Abundance Scan 499 (5.022 min): BF111169.D (-490) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 SRS R RS UL
| 710 830 | 1151 4.60 4.80 5.00 5.20 5.40
Obrrrprrrr el b e e m/z 59.10 52.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B AR LA L
59.0 460 480 500 520 5.40
m/z 101.10 16.46%
3%0 . 83.0 10}0
s R AR LA SRR AN RARA KRR LA REAAS SRR LAASN SARAS LA ARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
460 480 500 520 540
5000 1.0 m/z 58.00 13.72%
0 I 730 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime e R BERE R
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.13%
5000
101.0
150 310 | 80490 860
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111169.D

Aca On : 7 Dec 2018 6:22

Operator : JU/SJ

Sample : J6168-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 unknown6.58 Concentration Rank 1

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

6.58 78.36 ng 10291700 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 764 (6.581 min): BF111169.D (-759) (-) m/z 131.95 100.00%
131.9
5000 68.0
0150 || B \ 550 ¢k 6.0 by 760
0 B MM m/z 68.05 44.07%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 SRS ARASE NS SRR
620 6.40 6.60 6.80 7.00
33.0 105.0 m/z 134.00 35.86%
51.0 70.0 86.0
0 e
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 29.16%
41.0 97.0
‘ ‘ 117.0
Ouuuu‘l‘..s%lo“ Hfl ||||“|||H||||||||||||||||
m/z--> 100 120 140 160 180
Abundance #52379. Tranylcypromine-propionyl R e R
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.76%
74.0
5000 98.0 116.0
) ..hq‘x..‘ﬁh..ﬂ..,ﬁm..kk A 1580 }%99, SIS | W | AN
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00

8270-BF120518_.M Fri Dec 07 15:17:50 2018 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111169.D

Aca On : 7 Dec 2018 6:22

Operator : JU/SJ

Sample : J6168-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Acetamide, N-(2,4-dimethylp... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.76 7.90 ng 1014190 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-(2.4-dimethviphenvl)- 163 C10H13NO 002050-43-3 52
2 Acetamide. N-(2.6-dimethviphenvl)- 163 C10H13NO 002198-53-0 50
3 Acetamide. N-(2.5-dimethviphenvl)- 163 C10H13NO 002050-44-4 49
4 N-Allvl-p-hvdroxvbenzamide 177 C10H11NO2 090921-72-5 43
5 Benzene, l-ethyl-4-methoxy- 136 C9H120 001515-95-3 38
Abundance Scan 1475 (10.763 min): BF111169.D (-1471) (-) m/z 121.10 100.00%
1211
5000
163.1
41|'1 770 165.82203 2208 10.40 10.60 10.80 11.00
Obrrrprrr bbbl e o prrrprerprreprraage || m/z 107.05 49 . 48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #32864: Acetamide, N-(2,4-dimethylphenyl)-
121.0
163.0
5000
10.40 10.60 10.80 11.00
m/z 163.10 29.88%
430 770
15.0
Ok e o e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #32869: Acetamide, N-(2,6-dimethylphenyl)-
121.0
. 1040 10/60 100 1100
5000 ’ m/z 41.10 13.84%
43.0
770
m ‘\ ult |
Ot o e P P e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #32868: Acetamide, N-(2,5-dimethylphenyl)- R B e e
121.0 10.40 10.60 10.80 11.00
m/z 177.05 10.86%
5000 163.0
430 770
0%§3”WL”H”M””PL'“”P”'h”'“'””'”'“”'”W””P“W””I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.40 10.60 10.80 11.00

8270-BF120518_.M Fri Dec 07 15:17:51 2018 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111169.D

Aca On : 7 Dec 2018 6:22

Operator : JU/SJ

Sample : J6168-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.82 9.52 ng 1221850 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
2 Pentanoic acid. 5-hvdroxv-. p-t-... 250 C15H2203 166273-37-6 64
3 1-Adamantanecarboxvlic acid. 3.4... 324 C17H18C1202 1000307-66-4 64
4 4-tert-Butvlphenvl acetate 192 C12H1602 003056-64-2 64
5 1-n-Hexyladamantane 220 C16H28 022458-75-9 59
Abundance Scan 1485 (10.822 min): BF111169.D (-1481) (-) m/z 135.10 100.00%
135.1
5000
107.1
41.1 10.60 10.80 11.00 11.20
77.0
Obrrrprreetierrrri bbbl 680 2202 8298 757107.05  13.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #66118: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135.0
5000
10.60 10.80 11.00 11.20
410 m/z 136.05 9.74%
0150, ' WO}WO 163.0 206.0
s 30 A 0 80 100 130 140, 150 160 200 550 240 250 750, 300 550
Abundance #102346: Pentanoic acid, 5-hydroxy-, p-t-butylphenyl ester
135.0
10.60 10.80 11.00 11.20
5000 m/z 121.05 9.16%
41.0 107.0
0 L 170 | | 177.0 2190 2500
m/z--> 20 45 60 85 160 120 140 160 180 200 220 240 260 280 300 320
Abundance #164071: 1-Adamantanecarboxylic acid, 3,4-dichlorophenyl este
135.0 10.60 10.80 11.00 11.20
m/z 41.10 7.27%
5000
0 41.0 ‘79‘0‘1070 ‘ 16?0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111169.D

Aca On : 7 Dec 2018 6:22

Operator : JU/SJ

Sample : J6168-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 unknownl10.85 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.85 14.68 ng 1884040 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 35
2 Benzeneacetonitrile. 4-fluoro- 135 C8HG6FN 000459-22-3 30
3 Benzamide. 2-methoxv-N-allvl- 191 C11H13NO02 1000339-10-5 27
4 Pentanamide. N-(3-methvIiphenvl)- 191 C12H17NO 1000306-89-1 27
5 1,3-Benzenediol, o-(4-methylbenz... 362 C22H1805 1000330-77-7 22
Abundance Scan 1490 (10.851 min): BF111169.D (-1486) (-) m/z 135.10 100.00%
135.1
107.1
5000
41.1
77.0 10.60 10.80 11.00 11.20
(o} m/z 107.10 80.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #23712: Phenol, p-tert-butyl-
135.0
5000
107.0 10.60 10.80 11.00 11.20
410 m/z 149.10 72 .24%
70
ol15.0, |,
m/z--> 2'0 4'0 6|0 80 1(')0 12'0 14'10 1('30 15';0 2(')0 220 240 260 25';0 3(')0 32'0 '
Abundance #15476: Benzeneacetonitrile, 4-fluoro-
135.0
10.60 10.80 11.00 11.20
5000 108.0 m/z 121.10 52 .58%
oL 310570 830 |
m/z--> 2'0 4'0 6|0 8IO 1(')0 12'0 14'10 1('30 15';0 2(')0 220 240 260 25';0 3(')0 32'0 '
Abundance #53694: Benzamide, 2-methoxy-N-allyl-
135.0 10.60 10.80 11.00 11.20
m/z 191.20 19.72%
5000
191.0
0 51.0 77\'0 105.0 160.0
m/z--> %&M%%ﬁM%WﬁM%M&M%M%M&@' m@mmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111169.D

Aca On : 7 Dec 2018 6:22

Operator : JU/SJ

Sample : J6168-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Phenol, m-tert-butyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.88 10.63 ng 1363900 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 52
2 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 52
3 Hexestrol. O-acetvl- 312 C20H2403 1000374-87-8 50
4 4.6-Bis(4-ethoxvbenzvlthio)-5-ni... 457 C22H23N304S2 325957-76-4 50
5 Hexestrol, O-trifluoroacetyl- 366 C20H21F303 1000365-31-7 50
Abundance Scan 1495 (10.881 min): BF111169.D (-1493) (-) m/z 135.10 100.00%
135.1
107.1
5000
77.0 191.2 10.60 10.80 11.00 11.20
2202
o...,....,L...|.',.l...l,..'.'.,....',...- 3 s S m/z 121.10 65.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #23711: Phenol, m-tert-butyl-
135.0
5000
107.0 10.60 10.80 11.00 11.20
210 m/z 149.10 61.52%
' 77.0
O}ERHW““V“W““V“W“"HWH“P“W““V“'““V“W““P“W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #23712: Phenol, p-tert-butyl-
135.0
10.60 10.80 11.00 11.20
5000 m/z 107.10 59.16%
107.0
41.0 o
o 15.0, ‘ 1
m/z--> 25 40 60 85 160 150 140 160 180 200 220 240 260 280 300
Abundance #154882: Hexestrol, O-acetyl-
135.0 10.60 10.80 11.00 11.20
m/z 41.10 18.42%
5000
107.0
150 430 770 ! 176.0 211.0 241.0 312.0
m/z--> 20 4'0 60 8|0 1(')0 12'0 140 160 180 200 220 240 260 280 300 10,60 10.80 11.00 11.20

8270-BF120518_.M Fri Dec 07 15:17:53 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111169.D

Aca On : 7 Dec 2018 6:22

Operator : JU/SJ

Sample : J6168-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Phenol, 2-(1,1-dimethylethy... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.90 6.98 ng 895222 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-(1.1-dimethvlethvl)-4-__. 164 C11H160 002409-55-4 59
2 Acetamide. N-(2-methvIiphenvl)- 149 C9H11NO 000120-66-1 43
3 3.4-Dihvdrocoumarin. 6-amino-4.4... 191 C11H13NO2 1000128-49-9 35
4 Phenol. 2-methvl-4-(1.1.3.3-tetr... 220 C15H240 002219-84-3 35
5 7-Methylthieno[3,2-b]pyridine 149 C8H7NS 013362-83-9 27
Abundance Scan 1498 (10.898 min): BF111169.D (-1497) (-) m/z 107.10 100.00%
107.1
149.1
5000
55.1 191.2
| 770 133.1 701 | 10.60 10.80 11.00 11.20
39 - . : : : :
3 - .',"r..-.'“, et bt el AT b 2280 Tnz77121 .10 83.68%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33650: Phenol, 2-(1,1-dimethylethyl)-4-methyl-
148.0
121.0
5000
10.60 10.80 11.00 11.20
91.0 m/z 149.10 76 .50%
A0 g0 | 165.0
0,.v”,.mm,anjﬂ.”.,whﬂp.nn I OO
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23633: Acetamide, N-(2-methylphenyl)-
107.0
10.60 10.80 11.00 11.20
5000 149.0 m/z 163.10 38.62%
43.0
77.0
o200 | 4610 |, ) 1330 |
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53726: 3,4-Dihydrocoumarin, 6-amino-4,4-dimethyl- R NI SESVISE
149.0 191.0 10.60 10.80 11.00 11.20
' m/z 191.15 22 .38%
5000
Ob el .“H“.‘,‘.“‘. -‘M ol |‘l“- . Ilwlliglc\)l\‘?l 1780 || S P | L1 N | S
mz-> 20 40 60 80 100 120 140 160 180 200 220 10.60 10.80 11.00 11.20

8270-BF120518_.M Fri Dec 07 15:17:53 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111169.D

Aca On : 7 Dec 2018 6:22

Operator : JU/SJ

Sample : J6168-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Pentanoic acid, 5-hydroxy-,... Concentration Rank 11

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

10.95 7.22 ng 926667 Phenanthrene-d10 11.33

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentanoic acid. 5-hvdroxv-. p-t-... 250 C15H2203 166273-37-6 64
2 4-tert-Butvilphenvl acetate 192 C12H1602 003056-64-2 64
3 1.3-Benzenediol. o-(2-furovl)-o0"... 338 C19H1406 1000330-77-5 64
4 1-Adamantanecarboxvlic acid. 4-c... 290 C17H19CIl02 1000307-66-0 53
5 m-Anisic acid, 4-nitrophenyl ester 273 C14H11NO5 1000307-80-4 50
Abundance Scan 1507 (10.951 min): BF111169.D (-1502) (-) m/z 135.10 100.00%

136.1
5000
107.0
41.1 10.60 10.80 11.00 11.20
77.0
Obrrrrrrrelirrsrembrontbrobrrprd 1831, 19522200 “m/z 107.00  13.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #102346: Pentanoic acid, 5-hydroxy-, p-t-butylpheny! ester
135.0
5000

10.60 10.80 11.00 11.20
m/z 136.10 9.61%

41.0 107.0
0 7.0, 177.0 2190 2500
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 340
Abundance #54398: 4-tert-Butylphenyl acetate
135.0
10.60 10.80 11.00 11.20
5000 m/z 41.10 8.39%
“5oﬁ° 770 1070 192.0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175144: 1,3-Benzenediol, o-(2-furoyl)-o'-(2-methoxybenzoyl)- AL WA I o e e
135.0 10.60 10.80 11.00 11.20
m/z 95.05 4.63%
5000
ol 390 7Z° 105.0 204.0 338.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10.60 10.80 11.00 11.20

8270-BF120518_.M Fri Dec 07 15:17:54 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111169.D

Aca On : 7 Dec 2018 6:22

Operator : JU/SJ

Sample : J6168-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 1-(6-Methyl-2-pyridyl)propa... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.00 12.20 ng 1564920 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(6-Methvl-2-pvridvD)propan-2-one 149 C9H11NO 065702-08-1 53
2 Ethanone. 2-(1-methvlethoxv)-1.2... 254 C17H1802 006652-28-4 53
3 Acetamide. N-methvl-N-phenvl- 149 C9H11NO 000579-10-2 53
4 p-Propionotoluidide 163 C10H13NO 002759-55-9 38
5 Benzeneethanol, .beta.-(1-methyl... 270 C18H2202 053288-15-6 35
Abundance Scan 1515 (10.998 min): BF111169.D (-1511) (-) m/z 107.05 100.00%
lor-1 149.1
5000
41.0 77.0 10.60 10.80 11.00 11.20 11.40
177.1 : : : : :
Ol et e 1971 220.2 m/z 149.10  78.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #23645: 1-(6-Methyl-2-pyridyl)propan-2-one
107.0
5000
43.0 10.60 10.80 11.00 11.20 11.40
m/z 121.10 68.91%
79.0 149.0
Ot e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105795: Ethanone, 2-(1-methylethoxy)-1,2-diphenyl-
107.0
1490 10.60 10.80 11.00 11.20 11.40
5000 ' m/z 135.10 37.99%
79.0
o150, %9 | | 1280 1680 1950 254.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #23628: Acetamide, N-methyl-N-phenyl-
107.0 10.60 10.80 11.00 11.20 11.40
m/z 163.10 34 .55%
149.0
5000
43.0 470
0“'w'“l“th”“”v'“|J'w'“'w”“|“"'“"'“l“'w'“w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.60 10.80 11.00 11.20 11.40

8270-BF120518_.M Fri Dec 07 15:17:55 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111169.D

Aca On : 7 Dec 2018 6:22

Operator : JU/SJ

Sample : J6168-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Benzoic acid, 2-(1-oxopropyl)- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
11.07 5.32 ng 683105 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 2-(l-oxopropvl)- 178 C10H1003 002360-45-4 50
2 Hexestrol dimethvl ether 298 C20H2602 000130-78-9 50
3 3-(3-PvridvD)propenoic acid 149 C8H7NO2 001126-74-5 46
4 3-Ethoxv-4-hvdroxvphenvlacetonit... 177 C10H11NO2 205748-01-2 43
5 2-Methyl-4-hydroxybenzoxazole 149 C8H7NO2 051110-60-2 40

Abundance Scan 1527 (11.069 min): BF111169.D (-1526) (-) m/z 149.10 100.00%
149.1
107.1
5000
> 10.80 11.00 11.20 11.40
77.0 ) ) . .
0 ,....-,"...'.,....',..'.'.,.:..~,|...'~|.,. Bl 202 e m/Z 107.05  60.47%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #43569: Benzoic acid, 2-(1-oxopropyl)-
149.0
5000
10.80 11.00 11.20 11.40
65.0 0.0 m/z 55.10 18.84%
) Y 1210 178.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143222: Hexestrol dimethy! ether
149.0
1080 11.00 11.20 1140
5000 m/z 135.10 18.39%
121.0
410 g50 910 ‘ 225.0 2m02%0
mz-> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #23530: 3-(3-Pyridyl)propenoic acid
149.0 10.80 11.00 11.20 11.40
51.0 121.0 m/z 150.10 14 .52%
5000 77.0
27.0
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.80 11.00 11.20 11.40

8270-BF120518_.M Fri Dec 07 15:17:56 2018

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111169.D

Aca On : 7 Dec 2018 6:22

Operator : JU/SJ

Sample : J6168-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 13 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.86 15.12 ng 1939420 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 95
3 Phenanthrene. 3-methvl- 192 C15H12 000832-71-3 93
4 Phenanthrene. 9-methvl- 192 C15H12 000883-20-5 93
5 Tetradecanoic acid 228 C14H2802 000544-63-8 87
Abundance Scan 1662 (11.863 min): BF111169.D (-1658) (-) m/z 43.05 100.00%
430 | 730
5000 129.1
192.1
97.1 213.2 i B i e e
157.1 256.2 11.60 11.80 12.00 12.20
S| — m/z 73.00 96.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
410
5000 129.0 L UL B SULLN B
83.0 11. 60 1180 1200 12 20
'J“ 1570 1eso 2130 260 | M/Z 59.95  91.50%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54734: Anthracene, 2-methyl-
199.0
1160 11.80 12,00 12.20
5000 m/z 57.05 83.48%
96.0 165.0
ol 63.0 115.0 139.0
m/z--> 20 40 60 80 100 120 140 160 180 260 250 250 2éo
Abundance #54747: Phenanthrene, 3-methyl- Al L
192.0 11.60 11.80 12.00 12.20
m/z 55.05 74 .87%
5000
96.0
| 390 630 1150 139.0 1050
m/z--> 20 40 60 80 100 120 140 160 180 200 220 250 2éo 11. 60 11. 80 12. 00 12 20

8270-BF120518_.M Fri Dec 07 15:17:56 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111169.D

Aca On : 7 Dec 2018 6:22

Operator : JU/SJ

Sample : J6168-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 A4H-Cyclopenta[def]phenanthrene Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
11.94 5.32 ng 682981 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 94
2 Methvl diselenide 190 C2H6Se2 007101-31-7 49
3 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 40
4 6.7-Methvlenedioxv-4(3H)-auinazo... 190 C9H6N203 028310-11-4 33
5 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BCI03S 036155-87-0 22
Abundance Scan 1675 (11.939 min): BF111169.D ( 1671) (-) m/z 190.05 100.00%

5000

A
LI L O N B L

281.0 11.60 11.80 12.00 12.20
L m/z 189.10 88.22%

163.1

116.0 139.1 218.2239.1

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.60 11.80 12.00 12.20
: m/z 192.10 35.34%
0 39.0 630 | 115.0137.0 163.0
R E e e A R BRRAR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53209: Methyl diselenide
93.0 190.0

11.60 11.80 12.00 12.20
m/z 191.05  34.83%

5000

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #52770: 2,2'-Bis(4,5-dimethylimidazole)
189.0 11.60 11.80 12.00 12.20

m/z 94.60 24 .12%

5000

122.0
148.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 60 11.80 12.00 12.20

8270-BF120518_.M Fri Dec 07 15:17:57 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111169.D

Aca On : 7 Dec 2018 6:22

Operator : JU/SJ

Sample : J6168-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Octadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.65 5.38 ng 690135 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 90
4 Undecanoic acid 186 C11H2202 000112-37-8 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 1796 (12.651 min): BF111169.D (-1790) (-) m/z 43.05 100.00%
43.0
73.0
5000 )

284.3 3271 12. 40 12 60 12. 80 13. 00
ol prbe L 2205 "m/z 57.10 80.10%

m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid

5000

12.40 12.60 12.80 13.00
m/z 73.05 74 .08%

o ' :
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0

12 40 12.60 12.80 13.00
5000 129.0 m/z 60.00 70.57%
H970 157.01g5 02130  256.0
SN 1711 T e o Y
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0 12.40 12.60 12.80 13.00

m/z 55.00 69 .84%

73.0
129.0
185.0213.0241.0
“ M ‘ }570 \ 1 3110 372.0

ob—— e e e T e e

m/z--> 50 O 150 200 250 300 350 12. 40 12 60 12. 80 13. 00

8270-BF120518_.M Fri Dec 07 15:17:58 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111169.D

Aca On : 7 Dec 2018 6:22

Operator : JU/SJ

Sample : J6168-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Cycloeicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.82 5.81 ng 1574560 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 95
2 1-Docosene 308 C22H44 001599-67-3 94
3 Cvclotetracosane 336 C24H48 000297-03-0 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 1995 (13.821 min): BF111169.D (-1989) (-) m/z 57.10 100.00%
1.1
5000 111 v,_~«d\,~kAJAgwh_ﬂﬂwAh,«~
R AN S SO B
153.2 13.60 13.80 14.00 14.20
o AL L3932 2181 prossipazseraons  aos U0 03, o6
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #127768: Cycloeicosane
58.0
7.0
5000 R AN S SO
13.60 13.80 14.00 14.20
m/z 55.05 90.86%
o “3?-0 182.0224,0 280.0
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #151538: 1-Docosene
55.0
97.0 1360 13.80 14.00 14.20
5000 m/z 97.05 79.98%
0244 | l{3%91810 308.0
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #174179: Cyclotetracosane T i
439 o5 13.60 13.80 14.00 14.20
: m/z 83.10 79.97%
5000
25.0
o ‘ | ,167.0210.0250.0293.0336.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111169.D

Aca On : 7 Dec 2018 6:22

Operator : JU/SJ

Sample : J6168-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Supraene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.82 4.02 ng 266891 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 52
2 Saualene 410 C30H50 000111-02-4 52
3 6.11-Dimethvl-2.6.10-dodecatrien... 208 C14H240 1000196-53-3 50
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 50
5 Trifluoroacetyl-lavandulol 250 C12H17F302 028673-24-7 50
Abundance Scan 2165 (14.821 min): BF111169.D (-2163) (-) m/z 69.10 100.00%
69.1
5000 ‘/L_NHAJLJL
253.1 e ————————————
137.1 14.60 14.80 15.00 15.20
bbbl s | mez soame asasws RIS m
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215928: Supraene
69.0
5000 LRI UL B SULBUL I
14.60 14.80 15.00 15.20
\ m/z 41.10 28.99%
137.0
024¢ Jl11191023202730 341.0 410.0
m/z--> 50 160 150 200 250 300 350 400 450 500 550
Abundance #215929: Squalene
69.0
1460 14.80 15.00 15.20
5000 m/z 253.10 23.26%
137.0
027. NI 1910 2730 341.0 410.0
m/z--> 50 100 1éo 200 250 300 350 400 450 500 550
Abundance #67856: 6,11-Dimethyl-2,6,10-dodecatrien-1-ol
69.0 14.60 14.80 15.00 15.20
m/z 95.10 14 .15%
5000

27 123.0

165.0208.0
mz--> 50 100 150 200 250 300 350 400 450 500 550 1460 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111169.D

Aca On : 7 Dec 2018 6:22

Operator : JU/SJ

Sample : J6168-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 16-Heptadecenal Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.89 3.88 ng 257504 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Heptadecenal 252 C17H320 1000144-57-9 64
2 1.12-Tridecadiene 180 C13H24 021964-48-7 60
3 Bicvclol4.1.0Theptane. 7-butvl- 152 C11H20 018645-10-8 60
4 1.19-Eicosadiene 278 C20H38 014811-95-1 60
5 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 58
Abundance Scan 2177 (14.892 min): BF111169.D (-2174) (-) m/z 43.10 100.00%
43.1
5000 prl
328.2 4092 4722 . 14.60 14.80 15.00 15.20
I} § B4 "m/z 57.10 86.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #104155: 16-Heptadecenal
82.0
4110
5000 LRI SR UL IS B
14.60 14.80 15.00 15.20
m/z 82.10 77.26%
) 24.0 207. 9,252'0
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #45717: 1,12-Tridecadiene
55.0
14,60 14.80 15.00 15.20
5000 m/z 55.10 65.81%
09.0
0 2.0 J 15?.0
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #25441: Bicyclo[4.1.0]heptane, 7-butyl- I EAmEmEEE RS
82.0 14.60 14.80 15.00 15.20
a1 m/z 69.10 53.05%
5000
\ 152.0
oy uH.L”....................” R R RN REAEE RS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111169.D

Aca On : 7 Dec 2018 6:22

Operator : JU/SJ

Sample : J6168-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.28 11.43 ng 759225 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 99
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 98
3 Benzolklfluoranthene 252 C20H12 000207-08-9 98
4 Benzolil1fluoranthene 252 C20H12 000205-82-3 97
5 Benzo[a]pyrene 252 C20H12 000050-32-8 96

Abundance Scan 2243 (15.280 min): BF111169.D (-2239) (-) m/z 252.10 100.00%

1

5000

15.00 15.20 15.40 15.60

ol42.0 810 2072 36534103 4744 SB3 | Tnsz 250.10  30.45%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #104217: Benzo[e]pyrene
252.0

5000
15.00 15.20 15.40 15.60
m/z 253.10 24.16%
125.0
0 39.0 83.0
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #104227: Benz[e]acephenanthrylene
252.0
15.00 15.20 15.40 15.60
5000 m/z 125.00 15.74%
126.0
01390 830 | 2000
R B B e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #104224: Benzo[K]fluoranthene B e o S et
252.0 15.00 15.20 15.40 15.60
m/z 126.00 15.13%
5000
126.0
ol 740 ] 200.0 ‘l
LI BN L L L L L L L L L L L L L L LI NNLINLINLINLI B _'_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_r
m/z--> 50 100 150 200 250 300 350 400 450 500 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF120618\
Data File : BF111169.D

Acq On : 7 Dec 2018 6:22

Operator : JU/SJ

Sample - J6168-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120518_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]
2-Pentanone, 4-hy... 5.02 5.1 ng 673307 1 6.81 2626660 20.0
unknown6 .58 6.58 78.4 ng 10291700 1 6.81 2626660 20.0
Acetamide, N-(2,4... 10.76 7.9 ng 1014190 4 11.33 2565970 20.0
Phenol, 4-(1,1,3,... 10.82 9.5 ng 1221850 4 11.33 2565970 20.0
unknown10.85 10.85 14.7 ng 1884040 4 11.33 2565970 20.0
Phenol, m-tert-bu... 10.88 10.6 ng 1363900 4 11.33 2565970 20.0
Phenol, 2-(1,1-di... 10.90 7.0 ng 895222 4 11.33 2565970 20.0
Pentanoic acid, 5... 10.95 7.2 ng 926667 4 11.33 2565970 20.0
1-(6-Methyl-2-pyr... 11.00 12.2 ng 1564920 4 11.33 2565970 20.0
Benzoic acid, 2-(... 11.07 5.3 ng 683105 4 11.33 2565970 20.0
n-Hexadecanoic acid 11.86 15.1 ng 1939420 4 11.33 2565970 20.0
4H-Cyclopenta[def... 11.94 5.3 ng 682981 4 11.33 2565970 20.0
Octadecanoic acid 12.65 5.4 ng 690135 4 11.33 2565970 20.0
Cycloeicosane 13.82 5.8 ng 1574560 5 13.96 5423470 20.0
Supraene 14.82 4.0 ng 266891 6 15.40 1328420 20.0
16-Heptadecenal 14.89 3.9 ng 257504 6 15.40 1328420 20.0
Benzo[e]pyrene 15.28 11.4 ng 759225 6 15.40 1328420 20.0
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