LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061318\
Data File : BF106398.D
Aca On : 13 Jun 2018 18:26 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J3451-01 B-25830-SLUDGEBOX
ALS Vial : 13 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-BF061118.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 5.184 481 484 491 rVB 137463 136733 4._.06% 0.396%
2 5.613 554 557 564 rBV 983648 1106835 32.84% 3.203%
3 6.619 725 728 740 rVB2 657798 897730 26.64% 2.598%
4 6.748 746 750 754 rBVY 2295031 1932473 57.34% 5.592%
5 6.966 783 787 790 rBVY 1119382 876370 26.01% 2.536%
6 7.025 794 797 800 rVB 343171 251557 7.46% 0.728%
7 7.125 807 814 817 rBVY 2573608 2282686 67 .74% 6.605%
8 7.531 876 883 886 rBY 2164902 2001422 59.39% 5.792%
9 7.684 903 909 914 rVB2 34755 64358 1.91% 0.186%
10 8.148 983 988 992 rVvB4 20387 36704 1.09% 0.106%
11 8.248 1001 1005 1008 rBVY 1406056 1110231 32.94% 3.213%
12 8.437 1032 1037 1040 rBV6 20739 44484 1.32% 0.129%
13 8.525 1050 1052 1056 rVB 55553 46702 1.39% 0.135%
14 8.942 1121 1123 1127 rBV 69487 61453 1.82% 0.178%
15 9.254 1173 1176 1179 rBV3 38505 38105 1.13% 0.110%
16 9.325 1183 1188 1191 rBvY 3758298 3369954 100.00% 9.752%
17 9.389 1197 1199 1202 rVB2 51842 41879 1.24% 0.121%
18 9.431 1202 1206 1209 rBV3 53004 64703 1.92% 0.187%
19 9.460 1209 1211 1215 rVvv2 140543 116093 3.44% 0.336%
20 9.501 1215 1218 1221 rVV 74742 76475 2.27% 0.221%
21 9.666 1241 1246 1250 rBV7 45592 75579 2.24% 0.219%

22 9.713 1250 1254 1257 rBV 665520 513343 15.23% 1.485%
23 9.919 1286 1289 1294 rVB 164624 150199 4._.46% 0.435%
24 10.007 1298 1304 1308 rBV2 1459643 1288931 38.25% 3.730%

25 10.207 1336 1338 1342 rBV5 37445 42091 1.25% 0.122%
26 10.242 1342 1344 1346 rBV 58427 40100 1.19% 0.116%
27 10.319 1355 1357 1359 rBV2 45737 44692 1.33% 0.129%

28 10.419 1371 1374 1377 rVB2 190003 170731 5.07% 0.494%
29 10.801 1435 1439 1442 rBV 1866485 1609791 47.77% 4.658%

30 10.842 1442 1446 1448 rBV3 31305 37931 1.13% 0.110%
31 10.895 1452 1455 1456 rBV 170455 142302 4.22% 0.412%
32 11.048 1479 1481 1483 rVB 70524 58034 1.72% 0.168%
33 11.072 1483 1485 1490 rVB2 70637 82064 2.44% 0.237%
34 11.136 1494 1496 1498 rVvV 80505 52750 1.57% 0.153%

8270-BF061118.M Thu Jun 14 14:33:36 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061318\
Data File : BF106398.D
Aca On : 13 Jun 2018 18:26 Instrument :
Operator : JU/SJ g?Afs el

- _ lentosampleld :
3?22'6 : J3451-01 B-25830-SLUDGEBOX
ALS Vial : 13 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\HPCHEM1\BNA F\METHODS\8270-BF061118.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.248 1513 1515 1520 rVB 138381 129441 3.84% 0.375%

36 11.342 1529 1531 1534 rVB 77069 57018 1.69% 0.165%
37 11.378 1534 1537 1539 rBV2 78227 69875 2.07% 0.202%
38 11.431 1543 1546 1550 rVB 372356 297093 8.82% 0.860%
39 11.501 1553 1558 1560 rBV 1257483 1259621 37.38% 3.645%
40 11.583 1569 1572 1574 rBV 161686 134959 4._00% 0.391%

41 11.695 1588 1591 1594 rBV 258304 214469 6.36% 0.621%
42 11.772 1602 1604 1608 rBV4 59178 57579 1.71% 0.167%
43 11.872 1618 1621 1624 rBV 695640 575370 17.07% 1.665%
44 11.901 1624 1626 1627 rVV 307874 252780 7.50% 0.731%
45 11.942 1631 1633 1637 rVB 351812 288322 8.56% 0.834%

46 12.019 1641 1646 1654 rBV2 644412 933008 27.69% 2.700%
47 12.125 1660 1664 1666 rBVY 500642 451297 13.39%% 1.306%
48 12.289 1689 1692 1695 rBVY 886204 748407 22.21% 2.166%
49 12.689 1757 1760 1762 rBV3 94603 115612 3.43% 0.335%
50 12.766 1771 1773 1776 rVB 100010 78138 2.32% 0.226%

51 12.801 1776 1779 1782 rBV2 264822 303183 9.00% 0.877%
52 12.913 1796 1798 1801 rBV2 101134 112284 3.33% 0.325%
53 13.025 1815 1817 1819 rBV3 105772 104465 3.10% 0.302%
54 13.083 1823 1827 1830 rVV 2812085 2666759 79.13% 7.717%
55 13.554 1905 1907 1909 rBV2 108483 107362 3.19% 0.311%

56 13.813 1948 1951 1953 rBV2 151403 146092 4_.34% 0.423%
57 13.860 1956 1959 1960 rBV2 120498 147134 4._.37% 0.426%
58 13.966 1975 1977 1979 rBV3 226522 195879 5.81% 0.567%
59 13.989 1979 1981 1986 rVB4 197602 222031 6.59% 0.642%
60 14.124 2002 2004 2005 rBV2 123594 111564 3.31% 0.323%

61 14.148 2005 2008 2010 rVV 1106691 1070570 31.77% 3.098%
62 14.172 2010 2012 2015 rVB2 329722 338595 10.05% 0.980%
63 14.301 2031 2034 2039 rVB3 321814 381909 11.33% 1.105%
64 14.354 2039 2043 2046 rBV2 326654 429563 12.75% 1.243%
65 14.477 2062 2064 2069 rVB2 348253 371734 11.03% 1.076%

66 14.530 2070 2073 2078 rBV3 245073 438963 13.03% 1.270%
67 14.607 2083 2086 2091 rVB2 298559 375010 11.13% 1.085%
68 14.660 2092 2095 2098 rBV 361440 388000 11.51% 1.123%
69 14.736 2105 2108 2111 rBV 184919 244639 7.26% 0.708%
70 14.848 2123 2127 2131 rBV2 298580 376060 11.16% 1.088%

71 14.977 2146 2149 2152 rBV2 241844 287663 8.54% 0.832%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061318\

Data File : BF106398.D

Aca On : 13 Jun 2018 18:26

Operator : JU/SJ

3?22'6 i J3451-01 B-25830-SLUDGEBOX
ALS Vial : 13 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

Method
Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 15.189 2182 2185 2194 rVB 204823 272472 8.09% 0.788%
73 15.683 2264 2269 2275 rBV 710069 937473 27.82% 2.713%

Sum of corrected areas: 34557878
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061318\

Data File : BF106398.D

Aca On : 13 Jun 2018 18:26

Operator : JU/SJ

ﬁ?ggle i J3451-01 B-25830-SLUDGEBOX
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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: BF106398.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061318\

Data File : BF106398.D

Aca On : 13 Jun 2018 18:26

Operator : JU/SJ

ﬁ?ggle i J3451-01 B-25830-SLUDGEBOX
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknown6.75 Concentration Rank 2

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

6.75 44_.10 ng 1932470 1,4-Dichlorobenzene-d4 6.97
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 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 750 (6.748 min): BF106398.D (-746) (-) m/z 132.00 100.00%
5000 68
40 o J 6.40 6.60 680 7.00
54 : : - :
o Jrer lasus | TW/z 68.10  41.30%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR SRS L R
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.15%
0 ‘ [ H (1 ‘ “ 1
RN S UL AL AL UARLALEL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.40 6.60 680 7.00
5000 og 116 m/z 66.00 26.67%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e o g
132 6.40 6.60 6.80 7.00
m/z 69.05 17.12%
117
5000
29 91
A A W W
0|'“"f'“”'Nl'”h"”'lw"”l'“ U DAL UL B S RS S R
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061318\

Data File : BF106398.D

Aca On : 13 Jun 2018 18:26

Operator : JU/SJ

ﬁ?ggle i J3451-01 B-25830-SLUDGEBOX
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 1-Methyl-1H-1,2,4-triazole Concentration Rank 16

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

7.02 5.74 ng 251557 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvl-1H-1.2.4-triazole 83 C3H5N3 006086-21-1 50
2 1H-Pvrazole. 4.5-dihvdro-1.5-dim... 98 C5H10N2 005775-96-2 42
3 2-Pentene. 4.4-dimethvl- 98 C7H14 026232-98-4 37
4 Oxalic acid. cvclohexvl decvl ester 312 C18H3204 1000309-31-2 32
5 Cyclopropane, 2-bromo-1,1,3-trim... 162 C6H11Br 036617-00-2 32

Abundance Scan 796 (7.019 min): BF106398.D (-794) (-) m/z 83.05 100.00%
83
55
5000
99 127 T T T
67 6.60 6.80 7.00 7.20 7.40
0.,....,....||::.‘.‘9,.-:!|.|,...-.-,..?7.,..'..,...“,....H?..,...l.,... m/z 43.00 95.87%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #1280: 1-Methyl-1H-1,2,4-triazole
83
28
5000 56
6.60 6.80 7.00 7.20 7.40
m/z 55.00 63.21%
O e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
83
42
6.60 6.80 7.00 7.20 7.40
5000 56 m/z 56.00 47 _.67%
98
27
50 67
G A R R R R AL IR IS L R SRR SR
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #3353: 2-Pentene, 4,4-dimethyl-
55 83 6.60 6.80 7.00 7.20 7.40
m/z 41.00 45.68%
41
5000
98
67
0'|'“'l“"N"w“'hl'“ui“??wl“l'“'l“"w"w'“'l“'
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061318\

Data File : BF106398.D

Aca On : 13 Jun 2018 18:26

Operator : JU/SJ

ﬁ?ggle i J3451-01 B-25830-SLUDGEBOX
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Benzene, (1-methylundecyl)- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.43 4.72 ng 297093 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l1l-methvlundecvl)- 246 C18H30 002719-61-1 91
2 Benzene. (l-methvldecvI)- 232 C17H28 004536-88-3 72
3 Benzene. (l-methvlinonvI)- 218 C16H26 004537-13-7 72
4 Benzene. (1-methvldodecvl)- 260 C19H32 004534-53-6 72
5 Benzene, (1-methylheptyl)- 190 C14H22 000777-22-0 59
Abundance Scan 1546 (11.431 min): BF106398.D (-1543) (-) m/z 105.05 100.00%
105
5000
o1 ' 11.20 11.40 1160 11.80
41 79 246
O b R et bl LT 133147160 175 195208221 10 177 106.05  12.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #99254: Benzene, (1-methylundecyl)-
105
5000 {«
11.20 11.40 11.60 11.80
o m/z 91.05 10.09%
o 2941 55 77 77 | 119133147 162175 189 207 231 246
m/z--> 20 Jo 60 85 100 120 140 160 180 200 220 250
Abundance
105
1120 11,40 1160 11.80
5000 m/z 246.20 5.17%
2041 55 77 %1 119 232
O A8 T A A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75972: Benzene, (1-methylnonyl)-
105 11.20 11.40 11.60 11.80
m/z 104.00 4 _43%
5000
91
16 2941 57 77 | 119133147161175189203218
m/z--> 20 Jo 60 85 160 120 140 160 180 200 250 240 1120 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061318\

Data File : BF106398.D

Aca On : 13 Jun 2018 18:26

Operator : JU/SJ

ﬁ?ggle i J3451-01 B-25830-SLUDGEBOX
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Benzene, (1-methyldodecyl)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.87 9.14 ng 575370 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l1l-methvldodecvl)- 260 C19H32 004534-53-6 93
2 Benzene. (l-methvlundecvl)- 246 C18H30 002719-61-1 72
3 Benzene. (l-methvldecvI)- 232 C17H28 004536-88-3 72
4 Benzene. (1-methvlnonvl)- 218 C16H26 004537-13-7 64
5 Benzene, (1-methylheptyl)- 190 C14H22 000777-22-0 64
Abundance Scan 1621 (11.872 min): BF106398.D (-1618) (-) m/z 105.10 100.00%
105
5000
91 11.60 11.80 12.00 12.20
41 57 77 260
Ol et bt O A33 147161 175189 205220 245707 | 1777 106.05  13.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #111020: Benzene, (1-methyldodecyl)-
105
5000
11.60 11.80 12.00 12.20
91 m/z 91.05 10.18%
o 63 77 | | 119133147161 176100 217 232245 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 2éo
Abundance
105
11,60 11.80 12,00 12.20
5000 m/z 41.00 5.06%

91
27 41 55 77 119 133147 162175189 207 231 246

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

Abundance #87788: Benzene, (1-methyldecyl)- A o Al BRRmsma

105 11.60 11.80 12.00 12.20
m/z 260.20 4.94%

5000
o1
o 63 77 | | 119133147161 175 190203217 252
N L A S
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061318\

Data File : BF106398.D

Aca On : 13 Jun 2018 18:26

Operator : JU/SJ

ﬁ?ggle i J3451-01 B-25830-SLUDGEBOX
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Benzene, (1-butylnonyl)- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.94 4_.58 ng 288322 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1-butvlnonvl)- 260 C19H32 004534-50-3 86
2 Benzene. (1-butvloctvl)- 246 C18H30 002719-63-3 78
3 Benzene. (1-butvlhexvl)- 218 C16H26 004537-11-5 53
4 Benzene. (l-butvlheptvl)- 232 C17H28 004537-15-9 53
5 Benzene, (1-propylnonyl)- 246 C18H30 002719-64-4 47
Abundance Scan 1633 (11.942 min): BF106398.D (-1631) (-) m/z 91.05 100.00%
il
5000
105 147 NSNS UL B

41 11.60 11.80 12.00 12.20
55 71 119133 | 161 217 274
Ob ey .,!|...-',...'.,.:..,....,.1??.2]9:?..,..2.3?,2.‘.‘5.‘.,....,. m/z 147.10 22.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #111010: Benzene, (1-butylnonyl)-
] M
5000 LA L L L L L L LB B
11.60 11.80 12.00 12.20
147 m/z 105.10 16.40%
OZﬁU7W‘\mm‘mmmm 260
T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
91
11.60 11.80 12.00 12.20
5000 m/z 92.05 8.17%
a1 105 147
o 55 69 119133 | 161 189593 246
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75970: Benzene, (1-butylhexyl)- R e e AR
il 11.60 11.80 12.00 12.20
m/z 41.00 7.59%
5000
105
o 2785 7 119133 \ 161176190205218
e e e e e T e R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061318\

Data File : BF106398.D

Aca On : 13 Jun 2018 18:26

Operator : JU/SJ

ﬁ?ggle i J3451-01 B-25830-SLUDGEBOX
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.02 14.81 ng 933008 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 Dodecanoic acid 200 C12H2402 000143-07-7 86
Abundance Scan 1646 (12.019 min): BF106398.D (-1641) (-) m/z 73.00 100.00%
73
-
5000 91 129
213 LR B e e
M8 | e tTr185005 % 7 s 11:80 12,00 12.20 12.40
0 m/z 43.00 93.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129 L B BULRL BN B
83 11.80 12.00 12.20 12.40
. 213 m/z 60.00 88.13%
143 171185199
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 73
> ERRA BN SUNILN SRR B
11.80 12.00 12.20 12.40
5000 129 m/z 57.05 75.49%
29 87
115 | 143 199 242
101 185
L1 157171 213557
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid R e EREmE
73 11.80 12.00 12.20 12.40
43 5 m/z 55.00 71.00%
5000
0 IR AN SUNILS SRR B
m/z--> 11.80 12.00 12.20 12.40

8270-BF061118.M Thu Jun 14 14:33:41 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061318\

Data File : BF106398.D

Aca On : 13 Jun 2018 18:26

Operator : JU/SJ

ﬁ?ggle i J3451-01 B-25830-SLUDGEBOX
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Benzene, (1-ethylnonyl)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.12 7.17 ng 451297 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-ethvlnonvl)- 232 C17H28 004536-87-2 72
2 Benzene. (l-ethvlundecvl)- 260 C19H32 004534-52-5 72
3 Benzene. (l-ethvldecvl)- 246 C18H30 002400-00-2 64
4 Benzamide. N-(3-chlorophenvl)-4-... 245 C14H12CINO 1000306-95-8 64
5 Benzene, (1-ethyloctyl)- 218 C16H26 004621-36-7 53
Abundance Scan 1%63 (12.119 min): BF106398.D (-1660) (-) m/z 91.00 100.00%
9
5000 119
Ly | | P 1150 200 1720 140
Obrprrrr et phrrtb e b e s e s e || M7z 11910 45_87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #87783: Benzene, (1-ethylnonyl)-
o1
5000 119 LR LR LR UL AR
11,80 12.00 12.20 12.40
m/z 105.10 13.57%
L P e 2
> B 4o 6 5 1o 110 18 106 1% 2% 230 345 5% o
Abundance
91
119 11.80 12.00 12.20 12.40
5000 m/z 41.00 10.40%
41 105
L2 ST 133147161175189 207 23 260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99242: Benzene, (1-ethyldecyl)- R R mamn
o 11.80 12.00 12.20 12.40
m/z 43.00 8.45%
119
5000
41
ol 2 37 7| wmens i 27 2
miz-> 20 40 60 80 100 150 140 160 180 200 250 240 250 250 11.80 12,00 12.20 12.40

8270-BF061118.M Thu Jun 14 14:33:41 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061318\

Data File : BF106398.D

Aca On : 13 Jun 2018 18:26

Operator : JU/SJ

ﬁ?ggle i J3451-01 B-25830-SLUDGEBOX
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Heptadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

12.80 4.81 ng 303183 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanoic acid 270 C17H3402 000506-12-7 94
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 1779 (12.801 min): BF106398.D (-1776) (-) m/z 43.00 100.00%

73

i

5000

12.40 12.60 12.80 13.00 13.20
m/z 73.00 96.06%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119366: Heptadecanoic acid
3

270

:

12.I40 12.I60 12!80 13.I00 13!20
m/z 60.00 83.22%

5000 4

18
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 73
LA RS B E e I
12.40 12.60 12.80 13.00 13.20
5000 m/z 57.05 81.60%
129 284
27 o 185 241
o 58 113 157 213 256
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95851: Pentadecanoic acid B EEE e
4 73 12.40 12.60 12.80 13.00 13.20
m/z 55.00 72.81%
5000 129

i

T T T I T
12.40 12.60 12.80 13.00 13.20

8270-BF061118.M Thu Jun 14 14:33:42 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061318\

Data File : BF106398.D

Aca On : 13 Jun 2018 18:26

Operator : JU/SJ

ﬁ?ggle i J3451-01 B-25830-SLUDGEBOX
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknownl14.30 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.30 7.13 ng 381909 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenvlacetic acid. 2..alpha...al... 178 C11H1402 029205-99-0 32
2 OQuinoxaline. 1.2.3.4-tetrahvdro-... 274 C16H22N202 018503-40-7 25
3 Disiloxane. pentamethvl- 148 C5H160Si2 001438-82-0 22
4 1H-Benzimidazol-5-amine 133 C7H7N3 000934-22-5 11
5 3-Phenylpropionic acid, 2,4,5-tr... 328 C15H11CI1302 1000354-74-5 11
Abundance Scan 2034 (14.301 min): BF106398.D (-2031) (-) m/z 133.10 100.00%
3
57 105
5000
301200 343 386 14.00 14.20 14.40 14.60
Y Y 320 m/z 119.10 72.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #43887: Phenylacetic acid, 2,.alpha.,.alpha.-trimethyl-
105
133
5000 UL AR SUML B AR
41 178 1400 14.20 14.40 14.60
65 m/z 105.10 56.48%
O..l.‘.. ‘.“H.H‘k .‘“‘. |15|9|‘|| e —————
m/z--> 50 100 150 200 250 300 350 400
Abundance
133
14.00 14.20 14.40 14.60
5000 71 m/z 57.05 54 _.36%
203
274
43
0 92 156
m/z--> éo 160 1%0 200 250 360 3%0 460
Abundance #22918: Disiloxane, pentamethyl- A REEEEEas
133 14.00 14.20 14.40 14.60
m/z 43.05 52.66%
5000
73
A T T N (S
m/z--> 50 100 150 200 250 300 350 400 14. 00 14. 20 14. 40 14.60

8270-BF061118.M Thu Jun 14 14:33:43 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061318\

Data File : BF106398.D

Aca On : 13 Jun 2018 18:26

Operator : JU/SJ

ﬁ?ggle i J3451-01 B-25830-SLUDGEBOX
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknownl14.35 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.35 8.02 ng 429563 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. 4-chloro-3-methvl... 400 C21H14Cl1204 1000315-71-9 22
2 2.5-diisopropviphenol. trifluoro... 274 C14H17F302 1000376-41-2 11
3 Phosphoric acid. 3-(l1l.1-dimethvl... 274 C12H1905P 094420-61-8 10
4 6-tert-butvl-2.4-dimethviphenol.... 274 C14H17F302 1000376-41-4 10
5 Tetracyclo[6.1.0.0(2,4).0(5,7)]n... 288 C21H36 078578-98-0 10
Abundance Scan 2042 (14.348 min): BF106398.D (-2039) (-) m/z 259.25 100.00%
57 259
119
5000
w30y, | | 2400 1050 a v
0 m/z 57.05 88.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #212046: Phthalic acid, 4-chloro-3-methylpheny! 4-chloroph...
259
5000 VAR AR R IS
14. OO 14. 20 14.40 14.60
76 104 m/z 43.00 73.05%
28 50 | \‘125 152 181 210231 | d
m/z--> 5|0 100 15|O 2(I)O ZéO 3CI)O 3é0 4(I)O
Abundance
i 239 R UL UL BN B B
14.00 14.20 14.40 14.60
5000 m/z 273.30 71.94%
69 91 217
115 145 177
[ e e e L e e e e e e e B N B e
m/z--> 5|0 l(I)O 15|O 200 250 300 3é0 4(I)O
Abundance #122244: Phosphoric acid, 3-(1,1-dimethylethyl)-4-hydroxyp... L B o
259 14.00 14.20 14.40 14.60
m/z 119.10 68.47%
5000
LT 109133 165 195219
mz> % 100 1% 200 2% o 3o abo 14.00 14,20 14.40 14.60

8270-BF061118.M Thu Jun 14 14:33:43 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061318\

Data File : BF106398.D

Aca On : 13 Jun 2018 18:26

Operator : JU/SJ

ﬁ?ggle i J3451-01 B-25830-SLUDGEBOX
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Pregnan-18-ol, (5.alpha.)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.48 6.94 ng 371734 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Preanan-18-ol. (5.alpha.)- 304 C21H360 056053-09-9 53
2 Tolcapone 273 C14H11NO5 134308-13-7 38
3 Pvridine. 5-ethenvl-2-methvl- 119 C8HON 000140-76-1 18
4 Benzamide. N-(3-chlorophenvl)-4-._. 245 C14H12CINO 1000306-95-8 14
5 Benzoic acid, 4-methyl-, N"-(6-c... 314 C16H15CIN40 1000316-53-7 14
Abundance Scan 2064 (14.477 min): BF106398.D (-2062) (-) m/z 57.10 100.00%
g7 105
5000 85
301 14,20 14.40 14.60 14.80
343 371 400 : : : :
ob LA LA m/z 105.10 90.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #148306: Pregnan-18-ol, (5.alpha.)-
67 273
109
5000 163 14.20 14.40 14.60 14.80
135 ‘ m/z 119.10 81.23%
191
0! \‘M‘ .“““.“}‘ bl \I\ \?{7?'43 i |3|0‘|]'| —
m/z--> 50 100 150 200 250 300 350 400
Abundance
119
273 A DAL ML L SUNRE
14.20 14.40 14.60 14.80
5000 m/z 43.00 62.83%
91
182
o &5 141 226
m/z--> 50 100 150 200 250 300 350 400
Abundance #9143: Pyridine, 5-ethenyl-2-methyl- T
119 14.20 14.40 14.60 14.80
m/z 71.10 55.69%
5000
91
39
I |65
Ou‘hu‘ukl'uﬂuju'ﬂl‘ul::l||||||||| T R RRE RS R
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF061118.M Thu Jun 14 14:33:44 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061318\

Data File : BF106398.D

Aca On : 13 Jun 2018 18:26

Operator : JU/SJ

ﬁ?ggle i J3451-01 B-25830-SLUDGEBOX
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknownl4.53 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.53 8.20 ng 438963 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Cvclopentalalphenanthrene. 17... 414 C30H54 000474-20-4 25
2 Naphthol2.3-d1-1.2.3-triazin-4(3... 273 C17H11N30 019275-09-3 16
3 Benzamide. 2-methvl-N-T2.2.2-tri... 394 C17H13F7N20 1000362-45-7 12
4 Tolcapone 273 C14H11NOS5 134308-13-7 11
5 5-Bromovaleric acid, 2,7-dimethy... 314 C15H23Br02 1000292-56-8 11
Abundance Scan 2073 (14.530 min): BF106398.D (-2070) (-) m/z 259.20 100.00%
105 239
5000
301 386 414 14.20 14.40 14.60 14.80
o 323 349 m/z 105.10  79.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217467: 1H-Cyclopenta[a]phenanthrene, 17-(1,5-dimethylhex...
190 259
5000 69 109 R BN UL B UL
43 137 231 14.20 14.40 14.60 14.80
163 414 m/z 245.20 76.42%
MM Lo we
0! h“ \H\MI\I\IH [ .‘..,....,....‘i.‘.
m/z--> 50 200 250 300 350 400
Abundance
245
o17 1420 14.40 14.60 14.80
5000 273 m/z 119.10 71.21%
114
51 77 142
0 164 189
m/z--> 50 100 150 200 250 300 350 400
Abundance #209138: Benzamide, 2-methyl-N-[2,2, 2-trifluoro-1-[(4-fluo... A REEREEEEE
259 14.20 14.40 14.60 14.80
m/z 57.00 62.62%
5000
119 190 394
39 65 \‘ 145165 | 214235 284 325 374 |
m/z--> 50 100 150 200 250 300 350 400 14:20 14.40 14.60 14.80

8270-BF061118.M Thu Jun 14 14:33:45 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061318\

Data File : BF106398.D

Aca On : 13 Jun 2018 18:26

Operator : JU/SJ

ﬁ?ggle i J3451-01 B-25830-SLUDGEBOX
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknownl4.61 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.61 7.01 ng 375010 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Bromo-1.4.4a.5.8.8a-hexahvdron... 212 C10H13Br 1000192-97-4 38
2 Benzoic acid. 2.4-dimethvl-. (2.... 268 C18H2002 055000-43-6 35
3 Benzenepropanol. 2.4.6-trimethvl- 178 C12H180 027645-07-4 27
4 3-Methvlbenzoic acid. 4-chloro-2... 260 C15H13CI102 1000331-26-6 25
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 25
Abundance Scan 2087 (14.613 min): BF106398.D (-2083) (-) m/z 119.10 100.00%
119
5000
273 e e S
147 203 ' ' ' ' '
175 324 400 14.20 14.40 14.60 14.80 15.00
oL, i d .J ‘I|.| n ..IIIIIIL”J l 224 l l 2.9?.. ”?5|8” e m/z 133.10 83.24%
m/z--> 100 150 200 250 300 350 400
Abundance #70629: 1-Bromo-1,4,4a,5,8,8a-hexahydronaphthalene
91 133
5000 R UM SRR BB I
39 g7 14.20 14.40 14.60 14.80 15.00
‘ m/z 105.10 35.19%
212
o Iﬁlli}i JI e
m/z--> 50 100 150 200 250 300 350 400
Abundance
119
14.20 14.40 14.60 14.80 15.00
5000 m/z 57.05 31.12%
77
0 97 149 178 268
m/z--> 50 100 150 200 250 300 350 400
Abundance #44013: Benzenepropanol, 2,4,6-trimethyl- B o
133 14.20 14.40 14.60 14.80 15.00
m/z 71.10 25.88%
5000
178
41 65 %113 | 16 |
L L I L L B L UL B UL BRI SO
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80 15.00

8270-BF061118.M Thu Jun 14 14:33:48 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061318\

Data File : BF106398.D

Aca On : 13 Jun 2018 18:26

Operator : JU/SJ

ﬁ?ggle i J3451-01 B-25830-SLUDGEBOX
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknownl4.66 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.66 7.25 ng 388000 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diazoxon 288 C12H21N204P 000962-58-3 25
2 Dihvdrobenzimidazol-2-one. 1l-ace... 301 C16H19N303 1000280-84-2 25
3 1H-Cvclopentalalphenanthrene. 17... 414 C30H54 000474-20-4 15
4 1.4-Benzenediamine. N.N-dimethvl... 259 C13H13N303 126893-37-6 11
5 6-Methyl-2-o0x0-4,6-diphenyl-1,2,... 288 C19H16N20 016232-39-6 11
Abundance Scan 2095 (14.660 min): BF106398.D (-2092) (-) m/z 57.05 100.00%
57 105
259
287
5000 38 133
203 R B SUNIL SRR SR
| | 173 231 08 343 371 400 14.40 14.60 14.80 15.00
N m/z 105.10 95.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #134006: Diazoxon
137 273
5000 LI BRI BUIL UL B
mmmmmmmm
217 m/z 259.25 77.02%
162 245
O.H‘N H‘\‘\\H\‘\ H 19.0‘|‘.“..‘.“‘.‘..“.|....|....|..
m/z--> 50 100 150 200 250 300 350 400
Abundance
82 259
301 L B B U B
134 1440 1460 14.80 15.00
5000 m/z 273.30 74 .53%
216
60 11 173
193
L L L AL L UL L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #217467: 1H- Cyclopenta[a]phenanthrene 17-(1,5-dimethylhex... N B B B
190 259 14.40 14.60 14.80 15.00
m/z 43.00 70.08%
5000
414
o 301 369
m/z--> 50 100 150 200 250 300 350 400 14.40 1460 1480 1500

8270-BF061118.M Thu Jun 14 14:33:49 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061318\

Data File : BF106398.D

Aca On : 13 Jun 2018 18:26

Operator : JU/SJ

ﬁ?ggle i J3451-01 B-25830-SLUDGEBOX
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknownl4.74 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.74 4.57 ng 244639 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Naphthalenamine. 5.6.7.8-tetra... 147 C10H13N 002217-43-8 38
2 2.3.4-Trifluoroaniline 147 C6H4F3N 003862-73-5 22
3 Oxazol-5(4H)-one. 4-(4-phenvimet... 217 C12H11NO3 031730-24-2 14
4 2.4.6-Trifluoroaniline 147 C6H4F3N 000363-81-5 11
5 Pyridine, 2-(1,2,4-oxadiazol-3-yl)- 147 C7H5N30 013389-59-8 11
Abundance Scan 2109 (14.742 min): BF106398.D (-2105) (-) m/z 57.00 100.00%
57 119
147
5000 85
315337358 14.40 14.60 14.80 15.00
oLl | &":L'l,L kel m/z 119.10 87.93%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #22296: 2-Naphthalenamine, 5,6,7,8-tetrahydro-
119 147
5000 UL SUNIRN SR BRI I
14.40 14.60 14.80 15.00
01 m/z 43.00 74 .23%
39 65
0 ...‘.‘l‘.“.h.‘.“‘l“.” !‘.‘l....l....|....|....|....|....
mz-> 0 50 100 150 200 250 300 350 400
Abundance
147
14.40 14.60 14.80 15.00
5000 m/z 147.10 65.72%
120
31 70 9
L L U L WL S S
mz-> 0 50 100 150 200 250 300 350 400
Abundance #74826: Oxazol-5(4H)-one, 4-(4-phenylmethylene)-2-methy!- R EEE s
43 147 14.40 14.60 14.80 15.00
m/z 71.10 51.04%
5000
15
‘ 76 103 217
0 'L”%,ﬁ't$ﬁ'““'“"}Q%""I""I""I""I"" UL SUNIRN SRR SO I
mz-> 0 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061318\

Data File : BF106398.D

Aca On : 13 Jun 2018 18:26

Operator : JU/SJ

ﬁ?ggle i J3451-01 B-25830-SLUDGEBOX
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknownl4.85 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.85 7.03 ng 376060 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tolcapone 273 C14H11NO5 134308-13-7 38
2 Benzene. 2-(1-decvlundecvl)-1.4-... 400 C29H52 055373-91-6 27
3 Benzamide. N-(3-chlorophenvl)-3-... 245 C14H12CINO 1000307-11-4 25
4 Benzamide. N-(3-chlorophenvl)-4-._. 245 C14H12CINO 1000306-95-8 22
5 Benzamide, 3-methyl-N-(4-chlorop... 245 C14H12CINO 1000339-11-8 22
Abundance Scan 2127 (14.848 min): BF106398.D (-2123) (-) m/z 119.10 100.00%
119
259
43
5000
71
| L 287 " 14.60 14.80 15.00 15.20
B — ,|.1.n.l|. L, 35 36371 m/z 105.10 68.85%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #121656: Tolcapone
119
273
5000 R AL SO BRI B
91 14.60 14.80 15.00 15.20
182 m/z 259.20 65.35%
o ‘ ?5 * 141 226
mz-> 0 50 100 150 200 250 300 350 400
Abundance
119
" 14.60 14.80 15.00 15.20
5000 m/z 273.25 63.89%
259
43 400
ol 18y [ | Mbusiesany | 287 7
mz-> 0 50 100 150 200 250 300 350 400
Abundance #98092: Benzamide, N-(3-chlorophenyl)-3-methyl- A Ba mws B
119 14.60 14.80 15.00 15.20
m/z 43.00 54 .18%
5000
a1 245
ol 39 ®
mz-> 0 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\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106398.D

Aca On : 13 Jun 2018 18:26

Operator : JU/SJ

Sample : J3451-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 19 unknownl14.98 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.98 6.14 ng 287663 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphoric acid. dimethvl(4-meth... 288 C13H2105P 094444-80-1 11
2 benzldlisozazole. 3-ethvl- 147 CO9HONO 066033-77-0 10
3 o-Toluic acid. oct-3-en-2-vl ester 246 C16H2202 1000292-51-3 10
4 2-Methvlbenzoic acid. 4-chloro-2... 260 C15H13CI02 1000331-28-1 10
5 Silane, dimethyldecyloxybutoxy- 288 C16H3602Si 1000346-92-1 10
Abundance Scan 2149 (14.977 min): BF106398.D (-2146) (-) m/z 57.10 100.00%
57 119 273
91
5000 17
217 301 rrrrrryrrrry TrrTTT T T T T
175 245 385 414 14.60 14.80 15.00 15.20
oL ,|. Lo, 242363 m/z 119.10  84.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #134087: Phosphoric acid, dimethyl(4-methoxy-3-t-butylphen...
273
5000 U UL SRR SRS R B
mmmmmmmm
m/z 273.25 81.70%
oLa 77 19 147 179 209233 | |
m/z--> 55 160 1%0 260 2%0 300 3%0 460
Abundance
119
o1 LU SR SN BRI
147 14.60 14.80 15.00 15.20
5000 m/z 105.10 80.87%
63
41
0"'I""I""I""""""""I""I""
m/z--> 50 100 150 200 250 300 350 400
Abundance #99141: o-Toluic acid, oct-3-en-2-yl ester e
119 14.60 14.80 15.00 15.20
m/z 43.00 78.17%
5000
69 g1
oL ] e s e
m/z--> 5'0 100 1&1;0 2(')0 250 300 3&1,0 4(')0 14. 60 14. 80 15. 00 15. 20 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF061318\
Data File : BF106398.D
Acq On : 13 Jun 2018 18:26 Instrument :
Operator : JU/SJ gﬁA{s el

- _ lentosampleld :
3?22'6 : J3451-01 B-25830-SLUDGEBOX
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061118_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]
unknown6.75 6.75 44_.1 ng 1932470 1 6.97 876370 20.0
1-Methyl-1H-1,2,4__. 7.02 5.7 ng 251557 1 6.97 876370 20.0
Benzene, (1-methy... 11.43 4.7 ng 297093 4 11.50 1259620 20.0
Benzene, (1-methy... 11.87 9.1 ng 575370 4 11.50 1259620 20.0
Benzene, (1-butyl... 11.94 4.6 ng 288322 4 11.50 1259620 20.0
n-Hexadecanoic acid 12.02 14.8 ng 933008 4 11.50 1259620 20.0
Benzene, (l1-ethyl... 12.12 7.2 ng 451297 4 11.50 1259620 20.0
Heptadecanoic acid 12.80 4.8 ng 303183 4 11.50 1259620 20.0
unknownl14 .30 14.30 7.1 ng 381909 5 14.15 1070570 20.0
unknownl14 .35 14.35 8.0 ng 429563 5 14.15 1070570 20.0
Pregnan-18-ol, (56... 14.48 6.9 ng 371734 5 14.15 1070570 20.0
unknownl14 .53 14.53 8.2 ng 438963 5 14.15 1070570 20.0
unknownl4 .61 14.61 7.0 ng 375010 5 14.15 1070570 20.0
unknownl4 .66 14.66 7.3 ng 388000 5 14.15 1070570 20.0
unknownl4 .74 14.74 4.6 ng 244639 5 14.15 1070570 20.0
unknownl14 .85 14.85 7.0 ng 376060 5 14.15 1070570 20.0
unknownl14 .98 14.98 6.1 ng 287663 6 15.68 937473 20.0
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