LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\
Data File : BF112878.D
Aca On 6 Mar 2019 3:24 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?2?:'6 - (1705-16 PST-028-B101-022719
ALS Vial : 23 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-BF022719.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 5.351 550 555 558 rBY 3164748 2993052 89.48% 5.958%
2 6.022 666 669 673 rBV 556568 527906 15.78% 1.051%
3 6.192 692 698 701 rBV 274153 244392 7.31% 0.487%
4 6.375 724 729 732 rBVY 3144609 3280840 98.08% 6.531%
5 6.445 738 741 745 rVB 907381 799298 23.90% 1.591%
6 6.510 747 752 755 rBVY 3613561 3344903 100.00% 6.659%
7 6.698 782 784 787 rVB 86282 75210 2.25% 0.150%
8 6.739 787 791 794 rBVY 1194918 929123 27.78% 1.850%
9 6.863 809 812 814 rBV 145920 108247 3.24% 0.215%
10 6.898 814 818 821 rVV 2872037 2527898 75.57% 5.032%

11 7.298 881 886 889 rBV 2194490 1980815 59.22% 3.943%
12 8.022 1005 1009 1027 rBV 1156155 1143596 34.19% 2.277%

13 8.598 1104 1107 1110 rBV 95509 74536 2.23% 0.148%
14 9.098 1187 1192 1200 rBV 3257117 3193401 95.47% 6.357%
15 9.157 1200 1202 1207 rVVv4 55714 84193 2.52% 0.168%
16 9.222 1210 1213 1215 rVV2 60346 61803 1.85% 0.123%
17 9.245 1215 1217 1223 rVB2 46612 47267 1.41% 0.094%
18 9.439 1247 1250 1252 rBV 68855 62549 1.87% 0.125%

19 9.486 1252 1258 1263 rVV 249769 315383 9.43% 0.628%
20 9.533 1263 1266 1271 rVB 213233 187482 5.61% 0.373%

21 9.769 1300 1306 1310 rBV 1228352 1432402 42.82% 2.851%

22 9.804 1310 1312 1315 rVB 61650 54703 1.64% 0.109%
23 9.910 1325 1330 1336 rVB5 41500 56469 1.69% 0.112%
24 10.039 1350 1352 1356 rBV 127853 122939 3.68% 0.245%
25 10.316 1396 1399 1405 rVB2 48552 55747 1.67% 0.111%
26 10.557 1435 1440 1450 rBV 2201488 2158408 64.53% 4._.297%
27 10.627 1450 1452 1456 rVB 49612 45201 1.35% 0.090%
28 11.210 1546 1551 1554 rBV5 31493 45780 1.37% 0.091%

29 11.251 1554 1558 1560 rVV 1175660 1134256 33.91% 2.258%
30 11.269 1560 1561 1566 rVvV 243873 216119 6.46% 0.430%

31 11.322 1568 1570 1575 rVB 42295 45421 1.36% 0.090%
32 11.480 1592 1597 1604 rBV2 23316 38239 1.14% 0.076%
33 11.786 1645 1649 1659 rBV2 546248 622836 18.62% 1.240%
34 11.863 1659 1662 1664 rVVv2 58862 71269 2.13% 0.142%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\
Data File : BF112878.D
Aca On 6 Mar 2019 3:24 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?2?:'6 - (1705-16 PST-028-B101-022719
ALS Vial : 23 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-BF022719.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.880 1664 1665 1671 rVB 40793 35183 1.05% 0.070%
36 12.298 1732 1736 1739 rBV2 45208 48751 1.46% 0.097%

37 12.457 1759 1763 1767 rBV 301213 283578 8.48% 0.565%
38 12.569 1779 1782 1793 rBV3 198342 274551 8.21% 0.547%
39 12.680 1796 1801 1805 rBV 261251 282407 8.44% 0.562%
40 12.833 1823 1827 1830 rBV 2996520 2818675 84.27% 5.611%

41 12.904 1834 1839 1843 rBV4 35276 56080 1.68% 0.112%
42 13.010 1855 1857 1861 rVB 44697 43381 1.30% 0.086%
43 13.051 1861 1864 1866 rBV3 36140 41470 1.24% 0.083%
44 13.116 1871 1875 1882 rVB3 52454 70961 2.12% 0.141%
45 13.416 1923 1926 1929 rVB 71853 57177 1.71% 0.114%
46 13.515 1939 1943 1948 rBV2 46762 75704 2.26% 0.151%
47 13.621 1958 1961 1965 rBV2 31910 48329 1.44% 0.096%
48 13.733 1976 1980 1988 rBV3 412665 564935 16.89% 1.125%
49 13.815 1991 1994 1998 rBV 92864 87462 2.61% 0.174%

50 13.874 1999 2004 2007 rBV 1328541 1426564 42.65% 2.840%

51 13.898 2007 2008 2014 rVB 136509 129809 3.88% 0.258%

52 13.963 2015 2019 2020 rBV3 33645 45827 1.37% 0.091%
53 14.057 2032 2035 2043 rBV3 364425 519566 15.53% 1.034%
54 14.127 2044 2047 2053 rVB6 70885 91070 2.72% 0.181%

55 14.298 2070 2076 2080 rBV2 1457455 1454369 43.48% 2.895%

56 14.333 2080 2082 2084 rVV2 180483 159858 4.78% 0.318%
57 14.363 2084 2087 2090 rVV3 1484182 1723060 51.51% 3.430%
58 14.415 2093 2096 2099 rVV 1156691 1072851 32.07% 2.136%
59 14.445 2099 2101 2103 rVV2 268244 318869 9.53% 0.635%
60 14.468 2103 2105 2109 rVvVv 555735 503487 15.05% 1.002%

61 14.515 2109 2113 2117 rVB 428959 423919 12.67% 0.844%
62 14.604 2124 2128 2131 rBV 1036199 1027282 30.71% 2.045%
63 14.657 2133 2137 2143 rVB2 824117 956446 28.59% 1.904%
64 14.710 2143 2146 2148 rBV 183295 171148 5.12% 0.341%
65 14.739 2149 2151 2153 rVB 108100 86410 2.58% 0.172%

66 14.786 2153 2159 2163 rBV3 654432 1082672 32.37% 2.155%
67 14.833 2163 2167 2173 rVB4 1552997 2156722 64.48% 4._.293%
68 14.904 2176 2179 2184 rVB 366494 466151 13.94% 0.928%
69 14.957 2184 2188 2189 rBV 261219 276643 8.27% 0.551%
70 14.980 2189 2192 2194 rBV 549665 540757 16.17% 1.076%

71 15.157 2219 2222 2227 rBV2 187533 236287 7.06% 0.470%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO030519\

Data File : BF112878.D

Aca On 6 Mar 2019 3:24

Operator : JU/SJ

3?22 le K1705-16 PST-028-B101-022719
ALS Vial : 23 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 - 0 Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 15.286 2240 2244 2248 rBV 748099 907724 27.14% 1.807%
73 15.333 2248 2252 2257 rVB 522637 645036 19.28% 1.284%
74 15.739 2317 2321 2326 rBV 401741 559568 16.73% 1.114%
75 15.786 2326 2329 2334 rBV2 76865 129349 3.87% 0.257%

76 16.215 2397 2402 2411 rVB2 145920 252307 7.54% 0.502%

Sum of corrected areas: 50234078

8270-BF022719_.M Wed Mar 06 16:58:03 2019 Page: 3



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112878.D

Aca On 6 Mar 2019 3:24

Operator : JU/SJ

3?22 le K1705-16 PST-028-B101-022719
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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: BF112878.D
3500000 6(51
5.35 6.37

3000000 6.90
2500000
7.30
2000000

1500000

6.74

1000000

500000

e
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50

Abundance TIC: BF112878.D
3500000

12.83
3000000

2500000
10.56

2000000
1500000
8.02 9.77 11.25
1000000

500000

0 -
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: BF112878.D
3500000

3000000

2500000

2000000

1500000

1000000

500000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112878.D

Aca On 6 Mar 2019 3:24

Operator : JU/SJ

3?22 le K1705-16 PST-028-B101-022719
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 (1R)-2,6,6-Trimethylbicyclo... Concentration Rank 13

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

6.02 11.36 ng 527906 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1R)-2.6.6-Trimethvilbicvclol3.1.... 136 C10H16 007785-70-8 94
2 _alpha.-Pinene 136 C10H16 000080-56-8 94
3 Bicvclol3.1.11hept-2-ene. 3.6.6-... 136 C10H16 004889-83-2 94
4 3-Carene 136 C10H16 013466-78-9 91
5 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C10H16 000508-32-7 91

Abundance Scan 669 (6.022 min): BF112878.D (-666) (-) m/z 93.00 100.00%
]
5000
= H 105 121 . 560 580 6.00 6.20 6.40
..,....,....,....i.'...,':'.'..,..'.':,....l-....,.!..,.~.|:'.,....,|....,..:.,... m/z 91.00 44.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15852: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93
5000
5.60 5.80 6.00 6.20 6.40
o 121 m/z 92.00 37.17%
105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15699: .alpha.-Pinene
93
5.60 5.80 6.00 6.20 6.40
5000 . m/z 77.00 30.49%
67 105 121 434
||||||||||||||||||||||||||||||||||||||||8|6||||||||||||||||||||||||||||||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15837: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl-
93 5.60 5.80 6.00 6.20 6.40
m/z 79.00 24 _.52%
5000
41
27 121
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 560 580 6.00 620 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112878.D

Aca On 6 Mar 2019 3:24

Operator : JU/SJ

3?22 le K1705-16 PST-028-B101-022719
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 2 _beta.-Pinene Concentration Rank 9

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

6.45 17.21 ng 799298 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Pinene 136 C10H16 000127-91-3 94
2 Bicvclol3.1.1Theptane. 6.6-dimet... 136 C10H16 018172-67-3 91
3 Cvclohexene. 4-methvlene-1-(1-me... 136 C10H16 000099-84-3 91
4 (19)-2.6.6-Trimethvlbicvclol3.1.... 136 C10H16 007785-26-4 87
5 Bicyclo[3.1.0]hexane, 4-methylen... 136 C10H16 003387-41-5 86

Abundance Scan 742 (6.451 min): BF112878.D (-738) (-) m/z 93.00 100.00%
9B
5000 a1
| %2 e I‘ |h ||| 107 1?1 136 6.20 6.40 6.60 6.80
e e e e e e m/z 41.00 38.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15691: .beta.-Pinene
93
41
5000
69 17 6.20 6.40 6.60 6.80
27 ‘ ‘ 121 m/z 69.00 31.01%
“%?WIIJJ iy |J| L2l |h 86 !”,.}21.”. .E??f??“..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15908: Bicyclo[3.1.1]heptane, 6,6-dimethyl-2-methylene-, ...
93
6.20 6.40 6.60 6.80
5000 a1 m/z 91.00 27 .59%
69 79
27 121 136
IIII]I'?II”I‘I\II“I‘iI\I” ””|62 |||||||| |||||||fl-f)|7|||||||||||||||||||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15844: Cyclohexene, 4-methylene-1-(1-methylethyl)-
93 6.20 6.40 6.60 6.80
m/z 79.00 24 .31%
5000
77
136
I 2 ‘ ‘ e 0
| [ | [
m/z--> 10 20 30 40 50 éo fo 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112878.D

Aca On 6 Mar 2019 3:24

Operator : JU/SJ

3?22 le K1705-16 PST-028-B101-022719
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 unknown6.51 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.51 72.00 ng 3344900 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 752 (6.510 min): BF112878.D (-747) (-) m/z 132.00 100.00%
5000 68 L
40 % J 620 640 6.60 6.80
54 . . . :
|7 er | sus o w/7 68.00  41.33%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ESERARE AR RS RARES

6.20 6.40 6.60 6.80
m/z 134.00 33.51%

m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
R AR mEELE
6.20 6.40 6.60 6.80
5000 67 m/z 66.00 27.05%
41 53 97 117
b e
S e - .- R A
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e e RERRE
57 132 6.20 6.40 6.60 6.80
24 m/z 69.00 16.43%
116
5000 98
e S8 or [ as s
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\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112878.D

Aca On 6 Mar 2019 3:24

Operator : JU/SJ

3?22 le K1705-16 PST-028-B101-022719
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 14
R.T. EstConc Area Relative to ISTD R.T.
11.79 10.98 ng 622836 Phenanthrene-d10 11.25
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 96
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1650 (11.792 min): BF112878.D (-1645) (-) m/z 72.95 100.00%
43 60 73
5000 129
213
157171185 097 256 11.40 11.60 11.80 12.00 12.20

143 199

m/z 43.00 88 .30%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 TTTT LR B LELELE I B

11. 40 11. 60 11. 80 12. OO 12. 20

m/z 60.00 87.90%
213
‘J‘“ 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 IR e B e e
11.40 11.60 11.80 12.00 12.20
5000 - 129 m/z 57.00 74 .53%
115 171
214
| | T } ‘ 143157 ‘ 185
N P R N W N—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid T T T
60 73 11.40 11.60 11.80 12.00 12.20
43 m/z 41.00 68.83%
5000 129
29
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. OO 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112878.D

Aca On 6 Mar 2019 3:24

Operator : JU/SJ

3?22 le K1705-16 PST-028-B101-022719
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Heptadecyl heptafluorobutyrate Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.73 7.92 ng 564935 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91

Abundance Scan 1979 (13.727 min): BF112878.D (-1976) (-) m/z 57.00 100.00%
87 83
= AJ\_M
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
139 167 200 13.40 13.60 13.80 14.00
ey m/z 43.00 97 .52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
83
5000 AU AR LR RS
111 1340 13.60 13.80 14.00
29 m/z 55.00 95 .74%
LA ) 1 210288 2g3 434
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1
57 83
13.40 13.60 13.80 14.00
5000 11 m/z 83.00 86.92%
29
1l ‘L1?911§7 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 400
Abundance #164113: Trifluoroacetic acid, pentadecy! ester ST T T
87 13.40 13.60 13.80 14.00
83 m/z 97.00 78.26%
5000 111
29
| ‘ J 140 182 210 255 306
m/z--> 5'0 1(')0 1&1;0 2(')0 250 300 350 400 13140 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030519\
Data File : BF112878.D

Aca On : 6 Mar 2019 3:24

Operator : JU/SJ

Sample : K1705-16

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 2-methyloctacosane Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
14 .06 7.28 ng 519566 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Octacosane 394 C28H58 000630-02-4 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2036 (14.063 min): BF112878.D (-2032) (-) m/z 57.00 100.00%
57
5000 85 0
113
141 217 324 13.80 14.00 14.20 14.40
oL, | DA Mheo1es 2iToge2e 295 3 sss St e ey
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
5000 85 ‘Fﬂ%#ﬁh—m
13.80 14.00 14.20 14.40
113 m/z 43.00 62.13%
%9J ] Ll 177 241 169 197 225 267 295 365 393
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #194493: Hexacosane
57
13,80 14.00 14.20 14.40
5000 85 m/z 85.05 49.71%
29 i | (M 141 169 107 205 253 295 323 367
m/z--> 55 160 1%0 260 2éo 300 3éo
Abundance #175557: Tetracosane
57 13.80 14.00 14.20 14.40
m/z 55.00 24 .67%
5000 85
29 113
| ] | gl 770 141 169 197 225 253 281 309 338
m/z--> 55 160 1%0 260 250 300 3éo ' 13%0 1!00 1450 1420

8270-BF022719.M Wed Mar 06 16:58:07 2019

PST-028-B101-022719

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112878.D

Aca On 6 Mar 2019 3:24

Operator : JU/SJ

3?22 le K1705-16 PST-028-B101-022719
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 unknownl14.30 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.30 20.39 ng 1454370 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetic acid. 3.4-dimethox... 210 C11H1404 015964-79-1 30
2 3-(3.4-DimethoxvphenvD)-propioni... 210 C11H1404 002107-70-2 30
3 3-Phenvl-1.3-pentanediol 180 C11H1602 093306-72-0 22
4 Benzene. 2-I(ethenvloxv)methvll-... 194 C11H1403 071255-03-3 18
5 Dimethyl-(isopropyl)-silyloxyben... 194 C11H180Si 062790-74-3 18
Abundance Scan 2076 (14.298 min): BF112878.D (-2070) (-) m/z 151.00 100.00%
181
5000 210
271
77 105 230
51 1 179 340 14.00 14.20 14.40 14.60
abol fopost | 200 PP sm huo7963°00 53, 71%
m/z--> 50 100 150 200 250 300 350
Abundance #69046: Benzeneacetic acid, 3,4-dimethoxy-, methy! ester
181
5000 210
14.00 14.20 14.40 14.60
15 m/z 162.00 47 .52%
107
iid: - N I
m/z--> 50 100 150 200 250 300 350
Abundance #69032: 3-(3,4-Dimethoxyphenyl)-propionic acid
151
14.00 14.20 14.40 14.60
5000 m/z 210.05 47 .09%
210
77 107
51
e £
m/z--> 50 100 150 200 250 300 350
Abundance #45417: 3-Phenyl-1,3-pentanediol
151 14.00 14.20 14.40 14.60
105 m/z 135.00 44 _42%
5000
il L UWMUQK-J
29
--}--|--L-|--14-|--18-0-|--------|----|--- ’?FFV—V/—V—V—\“_JW—!—V—V—FV—V—H—W
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60

8270-BF022719.M Wed Mar 06 16:58:07 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112878.D

Aca On 6 Mar 2019 3:24

Operator : JU/SJ

3?22 le K1705-16 PST-028-B101-022719
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Heptadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.36 24.16 ng 1723060 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Heneicosane 296 C21H44 000629-94-7 92
3 Nonadecane 268 C19H40 000629-92-5 92
4 Eicosane 282 C20H42 000112-95-8 92
5 Octadecane 254 C18H38 000593-45-3 53
Abundance Scan 2087 (14.363 min): BF112878.D (-2084) (-) m/z 310.10 100.00%
57 310
5000 85
175
113185 . 24 14.00 14.20 14.40 14.60
225 281 : : : :
bbb o ol £55, 1, 297 25, ,~'|-. WA 381 397 sz 57.00  95.33%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #94344: Heptadecane
57
5000 85 \—'-—JL~v~—-“J
14.00 14.20 14.40 14.60
m/z 43.00 63.24%
29 113
Lbf 4 |70 19 169 197 240
m'z-> 0 50 100 150 200 250 300 350 400
Abundance #141425: Heneicosane
57
14.00 14.20 14.40 14.60
5000 85 m/z 71.00 59.48%
29
[ UL 18 141 160 197 225 253 296
mz-> 0 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
57 14.00 14.20 14.40 14.60
m/z 85.00 43.67%
5000 85
29
1 | | I J 1:}3 A 1?1 i 169 197 225 2§8
m'z-> 0 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60

8270-BF022719.M Wed Mar 06 16:58:08 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030519\
Data File : BF112878.D

Aca On : 6 Mar 2019 3:24

Operator : JU/SJ

Sample : K1705-16

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Ferrocene, 1,1"-diacetyl-2,... Concentration Rank 10

PST-028-B101-022719

R.T. EstConc Area Relative to ISTD R.T.
14.42 15.04 ng 1072850 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ferrocene., 1.1"-diacetvl-2.3"-(1... 310 C17H18Fe02 038548-79-7 53
2 Ferrocene. 1.2-diacetvl-1".4-(1.... 310 C17H18Fe02 041558-93-4 53
3 Ferrocene. 1.1"-diacetvl-3.3"-(1... 310 C17H18Fe02 041558-92-3 49
4 Ferrocene. 1.1"-diacetvl-2.2"-(1... 310 C17H18Fe02 041558-91-2 49
5 Ethene, 1-(anthracen-9-yl)-2-(4-... 310 C23H180 068790-33-0 47

Abundance Scan 2097 (14.421 min): BF112878.D (-2093) (-) m/z 310.10 100.00%
310
5000
s 254
77 115 5 14.20 14.40 14.60 14.80
Ol s 28 1 fl,?l 198 2, Lz L L 38030 Tn77175.00  21.42%
m/z--> 50 100 150 200 250 300 350
Abundance #152781: Ferrocene, 1,1-diacetyl-2,3-(1,3-propanediyl)-,...
310
5000
14.20 14.40 14.60 14.80
924 267 m/z 311.10 19.59%
56 91 134 162 189 |
m/z--> 5|0 1(I)O 15|O 2(|)O ZéO 3(|)O 35|O
Abundance #152778: Ferrocene, 1,2-diacetyl-1',4-(1,3-propanediyl)-
310
14.20 14.40 14.60 14.80
5000 m/z 254.00 18.54%
56 91 121 147 175 (239 267
m/z--> 5|0 1(I)O 15|O 2(|)O ZéO 3(|)O 35|O
Abundance #152780: Ferrocene, 1,1-diacetyl-3,3-(1,3-propanediyl)-
310 14.20 14.40 14.60 14.80
m/z 135.00 10.68%
5000
56 o1 121 147165 189 0 %
m/z--> 5|0 1(I)O 15|O 2(|)O ZéO 3(|)O 35|O 14.20 14.40 14.60 14.80

8270-BF022719.M Wed Mar 06 16:58:08 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112878.D

Aca On 6 Mar 2019 3:24

Operator : JU/SJ

3?22 le K1705-16 PST-028-B101-022719
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 11 Phenanthro[9,10-b]Jquinoxali... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
14 .47 7.06 ng 503487 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrol9.10-blauinoxaline-11... 324 C21H12N202 134859-17-9 64
2 Naphthalene. 1.4-dihvdro-1-(diph... 324 C23H1602 1000156-71-8 62
3 Oxazolol2.3-flpurine-2.4(1H.3H)-... 324 C17H16N403 1000350-27-1 53
4 Thiazolol3.2-albenzimidazol-3(2H... 324 C17H12N20S2 311783-63-8 52
5 Thieno[3,2-e][1,2,4]triazolo[1,5... 324 C16H12N402S 1000350-80-1 52
Abundance Scan 2105 (14.468 min): BF112878.D (-2103) (-) m/z 324.10 100.00%
3‘ 4
5000
221
77 uﬁﬁmﬂw 205 14.20 14.40 14.60 14.80
39 251 - - - -
g | 346870 402 | Trnz7 221.10 28.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #164472: Phenanthro[9,10-b]quinoxaline-11-carboxylic acid
324
5000 L S UL B B
14.20 14.40 14.60 14.80
45 279 m/z 325.10 21.52%
|| 75 103 140 175 201 225 251
m/z--> 50 160 150 260 250 300 350 400
Abundance #164561: Naphthalene, 1,4-dihydro-1-(diphenylmethylene)-5-...
324
247
14.20 14.40 14.60 14.80
5000 m/z 135.00 17.69%
281
138 .. 189 219 l
T |3‘|9|‘ 6|3| |8|7 |113 ‘J ]:§I5 T Jll ih T “I AI E AL I“.I JMIL Illlull T T T | T — T
m/z--> 50 100 150 200 250 300 350 400
Abundance #164060: Oxazolo[Z,3—f]purine—2,4(lH,3H)—dione, 1,3,6-trim... LI L L I
324 14.20 14.40 14.60 14.80
m/z 147.00 11.47%
5000 83
115 295
162
L\‘LL\\ L\ ’14\.0\\‘ |:|I-9|8|2|2|6f \.IJIILI{EIII ——T R AR AR
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF022719.M Wed Mar 06 16:58:09 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112878.D

Aca On 6 Mar 2019 3:24

Operator : JU/SJ

3?22 le K1705-16 PST-028-B101-022719
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Phenol, 4,4"-methylenebis[2... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.52 5.94 ng 423919 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4 -methvlenebisl2-(1.1... 340 C23H3202 000096-65-1 62
2 Dibenzofurane-1.3-dicarbonitrile... 340 C20H12N402 328286-70-0 52
3 6.13-Pentacenedione. 5.14-dihvdr... 340 C22H1204 068970-90-1 49
4 2.4-Di(2.2.6.6-tetramethvl-1.2.5... 341 C22H35N3 1000311-57-0 49
5 4-Phosphaspiro[2.4]hept-5-ene, 4... 340 C24H21P 164074-32-2 47
Abundance Scan 2114 (14.521 min): BF112878.D (-2109) (-) m/z 340.05 100.00%
340
5000
177
53 77 115135 279297 14.20 14.40 14,60 14.80
g0 e L ER30 d l 225249 P3RS0 17o7177.00  35.03%
m/z--> 50 100 150 200 250 300 350
Abundance #177206: Phenol, 4,4'-methylenebis[2-(1,1-dimethylethyl)-6...
340
5000
283 14.20 14.40 14.60 14.80
127 177 m/z 341.10 24 .58%
57 o1 ] %Y | 309 |
m/z--> 50 100 150 200 250 300 350
Abundance #176704: Dibenzofurane-1,3-dicarbonitrile, 2-amino-7-metho...
340
14.20 14.40 14.60 14.80
5000 m/z 325.10 15.24%

33 63 87107 135 170188 215 241 269 297 32h {

m/z--> 50 100 150 200 250 300 350
Abundance #177091: 6,13-Pentacenedione, 5,14-dihydroxy-
340 14.20 14.40 14.60 14.80
m/z 205.10 12.55%
5000

27 51 77 101 128151170 pgp 226 255 283 311

T
m/z--> 50 100 150 200 250 300 350 14 20 14. 40 14. 60 14.80

8270-BF022719.M Wed Mar 06 16:58:09 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030519\
Data File : BF112878.D

Aca On : 6 Mar 2019 3:24

Operator : JU/SJ

Sample : K1705-16

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 unknownl14.60 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .60 22.63 ng 1027280 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Pvrrololl.2-alimidazole-3-car... 195 C9H13N302 1000338-27-0 38
2 4-Hvdroxv-2.6-dimethvl-nicotinic... 195 C10H13NO3 1000301-12-6 30
3 2.4.6-Trichlorobenzvl alcohol. 2... 266 C11H13CI30 1000375-28-0 25
4 Imidazole. 2-trifluoromethvl-5-m... 195 C5H4F3N302 104752-69-4 25
5 1H-Pyrrole-3-propanoic acid, 4-a... 195 C10H13NO3 038664-17-4 15
Abundance Scan 2127 (14.598 min): BF112878.D (-2124) (-) m/z 149.00 100.00%
1
5000
41
261
285 317 343 14.20 14.40 14.60 14.80 15.00
m/z 195.05 85.86%
m/z--> 50 100 150 200 250 300 350
Abundance #57468: 5H-Pyrrolo[1,2-a]imidazole-3-carboxylic acid, 2-am...
41 68 149 195
5000
123 14.20 14.40 14.60 14.80 15.00
95 H m/z 221.10 77.16%
"'MJJ'*JH"" %?!'I""I""I""I""
m/z--> 50 100 150 200 250 300 350
Abundance #57047: 4-Hydroxy-2,6-dimethyl-nicotinic acid ethyl ester
149
105 14.20 14.40 14.60 14.80 15.00
5000 121 m/z 167.00 73.52%
93
39 67 {
"'##”L*‘l'”" LRI UL SRR UURLEL RSN UL
m/z--> 50 100 150 200 250 300 350
Abundance #115043: 2,4,6-Trichlorobenzy! alcohol, 2-methylpropy! ether
193 14.20 14.40 14.60 14.80 15.00
m/z 162.00 71.25%
5000 43
123 150
86 231
.15.”. \J |E"‘3.L‘.}.‘| " .L.‘. Iill - i — IMI |26:8| T
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80 15.00

8270-BF022719.M Wed Mar 06 16:58:10 2019

PST-028-B101-022719

Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112878.D

Aca On 6 Mar 2019 3:24

Operator : JU/SJ

3?22 le K1705-16 PST-028-B101-022719
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 7
R.T. EstConc Area Relative to ISTD R.T.

14 .66 21.07 ng 956446 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 76
2 Octadecane 254 C18H38 000593-45-3 68
3 Octacosane 394 C28H58 000630-02-4 64
4 Hexadecane 226 C16H34 000544-76-3 62
5 Heptacosane 380 C27H56 000593-49-7 58

Abundance Scan 2138 (14.662 min): BF112878.D (-2133) (-) m/z 57.00 100.00%

5000

14.40 14.60 14.80 15.00
m/z 71.05  65.04%

o 237 267 297 340 370 402 430

m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane

5000
14.40 14.60 14.80 15.00

m/z 43.00 64 .24%

141 169 197 225 253

296

m/z--> 50 100 150 200 250 300 350 400
Abundance #105884: Octadecane
57
R R e A REEEE R
14.40 14.60 14.80 15.00
5000 85 m/z 85.00 50.78%
29 113
| L‘]‘ | 777,141 169 197 225 254
e A
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57 14.40 14.60 14.80 15.00
m/z 55.00 21.38%
5000 85
29

| (113 141 169 197 225 253 281 309 337 365 394

m/z--> 50 100 150 200 250 300 350 400 14.40 14 60 14. 80 15.00

8270-BF022719.M Wed Mar 06 16:58:11 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112878.D

Aca On 6 Mar 2019 3:24

Operator : JU/SJ

3?22 le K1705-16 PST-028-B101-022719
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Benzhydrazide, 2-benzoyl-N2... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.79 23.85 ng 1082670 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzhvdrazide. 2-benzovl-N2-(4-m... 358 C22H18N203 304667-87-6 50
2 Carbazole. 2.4.7-trimethvl- 209 C15H15N 078787-89-0 49
3 10359 209 C13H11N3 002963-77-1 49
4 Carbazole. 2.4.6-trimethvl- 209 C15H15N 078787-88-9 49
5 1-Methyl-4-(indol-3-enilyden)-1,... 209 C13H11N3 077219-01-3 49
Abundance Scan 2160 (14.792 min): BF112878.D (-2153) (-) m/z 209.10 100.00%
1
5000
36 402 14.40 14.60 14.80 15.00 15.20
271 329 : : : : :
240 5y 298 ,Il. ‘| m/z 175.05  99.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #189470: Benzhydrazide, 2-benzoyl-N2-(4-methylbenzoyl)-
209
119 14.40 14.60 14.80 15.00 15.20
o1 m/z 206.05 85.12%
39 65 192 181 268 312 358
m/z--> 50 100 150 200 250 300 350 400
Abundance #68726: Carbazole, 2,4,7-trimethyl-
209
14.40 14.60 14.80 15.00 15.20
5000 m/z 190.05 80.07%
51 77 102 139 165 “1£1L J
m/z--> 50 100 150 200 250 300 350 400
Abundance #68634: 10359
209 14.40 14.60 14.80 15.00 15.20
m/z 191.05 62.29%
5000
104
41 6584 | 129 154 181 |
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00 15.20

8270-BF022719.M Wed Mar 06 16:58:11 2019 Page: 18



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030519\

BF112878.D
6 Mar 2019 3:24
Ju/SsJ
K1705-16 PST-028-B101-022719
23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.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 unknownl14.83 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.83 47.52 ng 2156720 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-(Chroman-7-vI)acetamide 191 C11H13NO2 1000306-69-7 46
2 2-((Octan-2-vloxv)carbonvl)benzo... 278 C16H2204 1000373-83-2 35
3 2-((4-Methvilpentan-2-vloxv)carbo... 250 C14H1804 1000373-82-5 35
4 Phthalic acid. di(oct-3-vl) ester 390 C24H3804 1000377-72-3 35
5 Phthalic acid, 3-methoxybenzyl p... 356 C21H2405 1000377-97-8 30
Abundance Scan 2166 (14.827 min): BF112878.D (-2163) (-) m/z 149.00 100.00%
149
5000 191
41 69 91 5 356
261 386 14.60 14.80 15.00 15.20
ol ot 29 3ol | INT 0wz 191.10  43.65%
m/z--> 50 100 150 200 250 300 350
Abundance #53688: N-(Chroman-7-yl)acetamide
149
191
5000 LR S UL SR U
43 121 14.60 14.80 15.00 15.20
93 m/z 195.05 34.18%
66
m/z--> 50 100 150 200 250 300 350
Abundance #125818: 2-((Octan-2-yloxy)carbonyl)benzoic acid
149
14.60 14.80 15.00 15.20
5000 m/z 167 .05 32.53%
41 65 93 122 | 169 103
miz-> 50 100 150 200 250 300 350
Abundance #102192: 2-((4-Methylpentan-2-yloxy)carbonyl)benzoic acid
149 14.60 14.80 15.00 15.20
m/z 162.00 32.52%
5000
84
5 PR T |bores o
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112878.D

Aca On 6 Mar 2019 3:24

Operator : JU/SJ

3?22 le K1705-16 PST-028-B101-022719
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Furan, 2,5-bis(3,4-dimethox... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.96 6.10 ng 276643 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. 2.5-bis(3.4-dimethoxvphen... 372 C22H2805 000528-63-2 95
2 Furan. 2.5-bis(3.4-dimethoxvphen... 372 C22H2805 010569-12-7 93
3 9.10-Dimethvlanthracene 206 C16H14 000781-43-1 64
4 1-Methvl-3-phenvl-1H-indene 206 C16H14 022360-62-9 58
5 6-Methoxy-3-methyl-2-benzofuranc... 206 C11H1004 010410-29-4 58
Abundance Scan 2189 (14.962 min): BF112878.D (-2184) (-) m/z 206.10 100.00%
57 206
175
5000 85
113138 268 3z 14.60 14.80 15.00 15.20
240 “17290 319 344 425 n/7 5700 89 540
m/z--> 50 100 150 200 250 300 350 400
Abundance #198242: Furan, 2,5-bis(3,4-dimethoxyphenyl)tetrahydro-3,4...
206
175
5000 LU SR UGN BN
14.60 14.80 15.00 15.20
s T L 138 372 m/z 175.05 69.20%
nlJ,.llJu.llt..l.u..l l“ll '...2‘.11,..2.8.7 SN S
m/z--> '50 100 150 200 250 300 350 400
Abundance #198240: Furan, 2,5-bis(3,4-dimethoxyphenyl)tetrahydro-3,4...
206
14.60 14.80 15.00 15.20
5000 175 m/z 191.00 65 .55%
107 1?? n I | 234 287 e
m/z--> 50 100 150 260 250 300 350 400
Abundance #66247: 9,10-Dimethylanthracene e BB
206 14.60 14.80 15.00 15.20
m/z 43.00 61.09%
5000
89
14 30 63, | 127152179
m/z--> 50 100 150 2(')0 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112878.D

Aca On 6 Mar 2019 3:24

Operator : JU/SJ

3?22 le K1705-16 PST-028-B101-022719
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Pentadecane, 8-hexyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.98 11.91 ng 540757 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
2 Tricosane 324 C23H48 000638-67-5 93
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2192 (14.980 min): BF112878.D (-2189) (-) m/z 57.00 100.00%
57
5000 85
113 14.60 14.80 15.00 1520
141 169
ol | .24 169 197 225 252 281300 328 369 400 | o000 g6 gs
m/z--> 50 100 150 200 250 300 350 400
Abundance #141433: Pentadecane, 8-hexyl-
43
71
5000 NI BN SUNRE R
14.60 14.80 15.00 15.20
l m/z 43.00 62.45%
99 196
0 O N WY I I
m/z--> 50 100 150 200 250 300 350 400
Abundance #164578: Tricosane
57
14.60 14.80 15.00 1520
5000 85 m/z 85.00 48.96%
113 324
‘y.} || 109 197 239 267 pg5 |
m/z--> 50 100 150 "200" ' 550" 300 350 400
Abundance #141431: Eicosane, 10-methyl-
57 14.60 14.80 15.00 15.20
m/z 55.00 19.97%
5000 85
38 | U J1}31331?4h183 211 239 281
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112878.D

Aca On 6 Mar 2019 3:24

Operator : JU/SJ

3?22 le K1705-16 PST-028-B101-022719
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Docosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.74 12.33 ng 559568 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 94
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 93
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 2321 (15.739 min): BF112878.D (-2317) (-) m/z 57.00 100.00%
g7
113 15.40 15.60 15.80 16.00
141 169
ob—3 ,I AL l|, Loy P 197 224 253274292309329 351 m/z 71.00 64.15%
m/z--> 50 100 150 200 250 300 350
Abundance #153223: Docosane
57
5000 85 BRSNS AR
15.40 15.60 15. 80 16.00
113 m/z 43.00 58.19%
39 || J (41183 211 239 p67 310
m/z--> 55 100 150 200 250 300 3%0
Abundance #152416: Tridecane, 1-iodo-
57
15.40 15.60 15.80 16.00
5000 85 m/z 85.10 49 .86%
28
183
.‘Hu‘ — L. IJ.I‘llll:JL3I I |]|'5\§| .‘. ——— N I3:!-0' —
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane P T T T
57 15.40 15.60 15.80 16.00
m/z 55.00 19.76%
I LJM’\—M/\
5000
29
s y | \113 141 (169 107 225 253 338
m/z--> 55 100 150 200 2éo 300 3%0 1550 1560 1580 1600
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030519\
Data File : BF112878.D
Acq On > 6 Mar 2019 3:24 Instrument :
Operator : JU/SJ gﬁA{s el

- _ lentosampleld :
3?22'6 : K1705-16 PST-028-B101-022719
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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]
(1R)-2,6,6-Trimet. .. 6.02 11.4 ng 527906 1 6.74 929123 20.0
-beta.-Pinene 6.45 17.2 ng 799298 1 6.74 929123 20.0
unknown6.51 6.51 72.0 ng 3344900 1 6.74 929123 20.0
n-Hexadecanoic acid 11.79 11.0 ng 622836 4 11.25 1134260 20.0
Heptadecyl heptaf... 13.73 7.9 ng 564935 5 13.87 1426560 20.0
2-methyloctacosane 14.06 7.3 ng 519566 5 13.87 1426560 20.0
unknown14 .30 14.30 20.4 ng 1454370 5 13.87 1426560 20.0
Heptadecane 14.36 24.2 ng 1723060 5 13.87 1426560 20.0
Ferrocene, 1,1"-d... 14.42 15.0 ng 1072850 5 13.87 1426560 20.0
Phenanthro[9,10-b... 14.47 7.1 ng 503487 5 13.87 1426560 20.0
Phenol, 4,4 -meth... 14.52 5.9 ng 423919 5 13.87 1426560 20.0
unknownl14 .60 14.60 22.6 ng 1027280 6 15.29 907724 20.0
Heneicosane 14.66 21.1 ng 956446 6 15.29 907724 20.0
Benzhydrazide, 2-... 14.79 23.9 ng 1082670 6 15.29 907724 20.0
unknownl14 .83 14.83 47.5 ng 2156720 6 15.29 907724 20.0
Furan, 2,5-bis(3,... 14.96 6.1 ng 276643 6 15.29 907724 20.0
Pentadecane, 8-he... 14.98 11.9 ng 540757 6 15.29 907724 20.0
Docosane 15.74 12.3 ng 559568 6 15.29 907724 20.0
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