LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106506.D

Aca On : 15 Jun 2018 21:38

Operator : JU/SJ

Sample : J3512-01 100X

Misc :

ALS Vial : 21 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 6.966 783 787 790 rBV 752378 589367 27.14% 1.797%
2 8.248 1001 1005 1010 rBV 846846 676284 31.14% 2.062%
3 8.295 1010 1013 1021 rVB 12233 22054 1.02% 0.067%
4 9.172 1159 1162 1166 rVB 147727 120362 5.54% 0.367%
5 9.213 1166 1169 1171 rVB 35923 28813 1.33% 0.088%
6 9.383 1195 1198 1202 rBV 119746 98614 4 .54% 0.301%
7 10.007 1300 1304 1313 rBV 746675 653631 30.10% 1.993%
8 10.478 1378 1384 1388 rBV2 58397 56440 2.60% 0.172%
9 10.595 1401 1404 1405 rBV 30257 24087 1.11% 0.073%
10 10.613 1405 1407 1409 rVB 59799 44325 2.04% 0.135%
11 10.672 1414 1417 1420 rvVB2 62054 56020 2.58% 0.171%
12 10.783 1434 1436 1442 rVB2 77012 79404 3.66% 0.242%

13 10.866 1447 1450 1455 rVB 245370 241027 11.10% 0.735%
14 10.966 1464 1467 1470 rBV 142061 116013 5.34% 0.354%
15 11.048 1478 1481 1484 rBV 471221 447755 20.62% 1.365%

16 11.072 1484 1485 1488 rVB 334682 230357 10.61% 0.702%
17 11.136 1493 1496 1500 rVB 396540 295960 13.63% 0.902%

18 11.219 1506 1510 1512 rBV2 21530 29777 1.37% 0.091%
19 11.248 1512 1515 1518 rVV 457508 370960 17.08% 1.131%
20 11.377 1534 1537 1540 rBV2 44949 44981 2.07% 0.137%

21 11.430 1542 1546 1549 rBV 1148359 931667 42.90% 2.840%
22 11.489 1552 1556 1559 rVV2 1340940 1679794 77.34% 5.121%
23 11.519 1559 1561 1565 rVV 991236 801700 36.91% 2.444%
24 11.583 1569 1572 1575 rVB 1013555 778732 35.86% 2.374%
25 11.695 1588 1591 1594 rBV 1188944 978288 45.04% 2.982%

26 11.719 1594 1595 1598 rVB 77904 47799 2.20% 0.146%
27 11.872 1617 1621 1624 rBV 2158483 1832367 84.37% 5.586%
28 11.913 1624 1628 1631 rVV2 568799 818225 37.67% 2.494%
29 11.942 1631 1633 1639 rVB 619105 502591 23.14% 1.532%
30 12.007 1639 1644 1647 rBV 652304 577607 26.59% 1.761%

31 12.124 1660 1664 1666 rBV 934251 856019 39.41% 2.610%

32 12.148 1666 1668 1670 rVvV 111045 92469 4._.26% 0.282%
33 12.172 1670 1672 1677 rVB3 55954 56516 2.60% 0.172%
34 12.248 1682 1685 1689 rVB3 51636 47669 2.19% 0.145%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106506.D

Aca On : 15 Jun 2018 21:38

Operator : JU/SJ

Sample : J3512-01 100X

Misc :

ALS Vial : 21 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 12.289 1689 1692 1699 rBV2 2088101 2171881 100.00% 6.621%

36 12.354 1699 1703 1707 rBvV4 80041 139838 6.44% 0.426%
37 12.419 1710 1714 1716 rVB3 33311 37412 1.72% 0.114%
38 12.460 1718 1721 1724 rBV 220522 185134 8.52% 0.564%
39 12.530 1726 1733 1736 rBV6 75559 164355 7.57% 0.501%

40 12.589 1741 1743 1749 rVVv2 71742 83696 3.85% 0.255%
41 12.648 1749 1753 1757 rVV6 32190 71828 3.31% 0.219%
42 12.689 1757 1760 1762 rVV 99427 112101 5.16% 0.342%
43 12.742 1766 1769 1771 rVV3 64400 84969 3.91% 0.259%
44 12.766 1771 1773 1775 rVB 72217 61699 2.84% 0.188%
45 12.830 1781 1784 1786 rBV3 37983 39112 1.80% 0.119%
46 12.860 1786 1789 1792 rBV3 55389 80244 3.69% 0.245%
47 12.913 1796 1798 1805 rVv7 82057 125332 5.77% 0.382%
48 13.024 1815 1817 1820 rBV3 80709 74004 3.41% 0.226%
49 13.201 1844 1847 1851 rBV3 46169 57202 2.63% 0.174%
50 13.242 1852 1854 1856 rVB3 86216 64459 2.97% 0.197%
51 13.324 1865 1868 1869 rBV2 78652 75266 3.47% 0.229%
52 13.366 1873 1875 1877 rVB2 80710 66336 3.05% 0.202%
53 13.460 1888 1891 1893 rBV2 95151 96816 4._.46% 0.295%
54 13.483 1893 1895 1897 rBV3 47446 40665 1.87% 0.124%

55 13.542 1902 1905 1911 rVV 372183 418709 19.28% 1.276%

56 13.654 1922 1924 1926 rBV2 129216 112710 5.19% 0.344%
57 13.689 1926 1930 1936 rVB3 340606 486904 22.42% 1.484%
58 13.742 1936 1939 1942 rBV3 110748 133348 6.14% 0.407%
59 13.783 1943 1946 1948 rBV3 109620 107912 4._.97% 0.329%
60 13.813 1948 1951 1953 rBV2 259811 264327 12.17% 0.806%

61 13.860 1956 1959 1960 rBV 187622 193575 8.91% 0.590%
62 13.930 1969 1971 1974 rBV3 122643 113672 5.23% 0.347%
63 13.995 1979 1982 1987 rBV5 244269 329219 15.16% 1.004%
64 14.036 1987 1989 1990 rBV 120556 93953 4_.33% 0.286%
65 14.054 1990 1992 1995 rVB2 288079 238847 11.00% 0.728%

66 14.101 1995 2000 2002 rBV3 174080 341573 15.73% 1.041%
67 14.124 2002 2004 2005 rBV 223888 185943 8.56% 0.567%
68 14.148 2005 2008 2011 rVvVv 805828 840952 38.72% 2.564%
69 14.177 2011 2013 2016 rVB2 478746 474327 21.84% 1.446%
70 14.248 2018 2025 2028 rBV7 249207 600498 27.65% 1.831%

71 14.307 2032 2035 2040 rVB3 516780 644565 29.68% 1.965%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106506.D

Aca On : 15 Jun 2018 21:38

Operator : JU/SJ

Sample : J3512-01 100X

Misc :

ALS Vial : 21 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 :
72 14.360 2040 2044 2046 rBV3 534081 699699 32.22% 2.133%
73 14.442 2053 2058 2059 rBv4 302765 408378 18.80% 1.245%
74 14.483 2063 2065 2070 rVB2 575605 632813 29.14% 1.929%
75 14.536 2071 2074 2079 rBv4 449595 807446 37.18% 2.462%

76 14.613 2084 2087 2091 rVV2 496744 647629 29.82% 1.974%
77 14.660 2091 2095 2103 rVB2 801298 1360842 62.66% 4.149%
78 14.742 2106 2109 2111 rVvVv 313640 361395 16.64% 1.102%
79 14.795 2115 2118 2124 rVB 668766 818708 37.70% 2.496%
80 14.854 2124 2128 2133 rBV2 534505 681867 31.40% 2.079%

81 14.983 2147 2150 2160 rVB2 496344 683755 31.48% 2.084%
82 15.195 2183 2186 2194 rVB 331384 477704 21.99% 1.456%
83 15.689 2266 2270 2276 rVB 427609 588885 27.11% 1.795%
84 15.948 2310 2314 2321 rVB 288034 420601 19.37% 1.282%
85 16.160 2347 2350 2357 rVB 183265 284275 13.09% 0.867%

86 18.012 2659 2665 2674 rVB 123383 287233 13.23% 0.876%

Sum of corrected areas: 32802287
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106506.D

Aca On : 15 Jun 2018 21:38

Operator : JU/SJ

Sample : J3512-01 100X

Misc :

ALS Vial : 21 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:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106506.D

Aca On : 15 Jun 2018 21:38

Operator : JU/SJ

Sample : J3512-01 100X

Misc :

ALS Vial : 21 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 Benzene, (1-methylundecyl)- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.43 11.09 ng 931667 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l1l-methvlundecvl)- 246 C18H30 002719-61-1 94
2 Benzene. (l-methvinonvI)- 218 C16H26 004537-13-7 72
3 Benzene. (l-methvldodecvl)- 260 C19H32 004534-53-6 72
4 Benzene. (1-methvldecvl)- 232 C17H28 004536-88-3 72
5 1-Hexene, 3-methyl-6-phenyl-4-(1... 294 C21H260 1000194-52-4 59
Abundance Scan 1546 (11.430 min): BF106506.D (-1542) (-) m/z 105.10 100.00%
106.1
5000
41.0 79.0 246.3 11.20 11.40 11.60 11.80
o SNl I -2 £ £ S-S -+ S G m/z 106.10 13.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99254: Benzene, (1-methylundecyl)-

105.0
5000 A—-vr-v—r-rrv—rv-rﬂ‘%rﬂ-ry—v—L

11.20 11.40 11.60 11.80
m/z 91.05 10.35%

0 41.0 790 | | 1250147.0168.0  207.0  246.0
e e i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
105.0
11.20 11.40 11.60 11.80
5000 m/z 246.30 5.10%
16.0 410 79.0 1330 1610 1800 280
e NS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1
Abundance #111019: Benzene, (1-methyldodecyl)- A E e o e L
105.0 11.20 11.40 11.60 11.80
m/z 41.05 4.65%
5000
0 430 790, | 1330 166.0189.0 2210  260.0
III|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIIIIIIIIIIIIIII|IIII|II —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106506.D

Aca On : 15 Jun 2018 21:38

Operator : JU/SJ

Sample : J3512-01 100X

Misc :

ALS Vial : 21 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 Benzene, (l-ethylundecyl)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.70 11.65 ng 978288 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-ethvlundecvl)- 260 C19H32 004534-52-5 95
2 Benzene. (l-ethvldecvl)- 246 C18H30 002400-00-2 80
3 Benzene. (l-ethvloctvl)- 218 C16H26 004621-36-7 80
4 Benzene. (1-ethvlinonv)- 232 C17H28 004536-87-2 72
5 Aziridine, l-phenyl- 119 C8HON 000696-18-4 50
Abundance Scan 1592 (11.701 min): BF106506.D (-1588) (-) m/z 91.05 100.00%
91.0
5000 119.1
41.0 2312 9503 11.40 11.60 11.80 12.00
711 147.1
Obr et et b b e 2970 L AT Tm/z 119.10  50.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #111018: Benzene, (1-ethylundecyl)-
91.0
119.0
5000
11.40 11.60 11.80 12.00
m/z 231.20 11.65%
41.0 231.0
0 ; M . 71 0 | J 147 0 175 0 207 0 ‘ 260 0
m/z--> 20 Jo 60 85 160 150 150 160 180 200 220 240 2éo
Abundance
91.0
. 40 1160 1180 1200
5000 : m/z 105.10 10.33%
41.0
01220 71.0 147.0 1750 217.0  246.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75968: Benzene, (1-ethyloctyl)-
91.0 11.40 11.60 11.80 12.00
m/z 41.00 8.67%
5000 119.0
41.0
o220 [ 850, | | | 1470 189.0 21§0
m/z--> 20 40 eb 85 100 150 140 160 180 200 220 240 260 11,40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106506.D

Aca On : 15 Jun 2018 21:38

Operator : JU/SJ

Sample : J3512-01 100X

Misc :

ALS Vial : 21 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 3 Benzene, (1-methyldodecyl)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.87 21.82 ng 1832370 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l1l-methvldodecvl)- 260 C19H32 004534-53-6 95
2 Benzene. (l-methvlundecvl)- 246 C18H30 002719-61-1 80
3 Benzene. (l-methvldecvI)- 232 C17H28 004536-88-3 80
4 Benzene. (1-methvlheptvl)- 190 C14H22 000777-22-0 72
5 Benzene, (1-methylnonyl)- 218 C16H26 004537-13-7 53
Abundance Scan 1621 (11.872 min): BF106506.D (-1617) (-) m/z 105.05 100.00%
105.1
5000
41.0 79.0 260.3 11.60 11.80 12.00 12.20
Obr e e e i 247 L 1751 2032 2311 T X m/z 106.05 14 .44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #111020: Benzene, (1-methyldodecyl)-
105.0
5000

11.60 11.80 12.00 12.20
m/z 91.05 11.21%

o 770 || 1780147.0166.0 190.0 217.0238.0 2000
e e A s N
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
105.0
11.60 11.80 12.00 12.20
5000 m/z 260.30 5.13%
0 41.0 79.0 128.0147.0168.0  207.0  246.0
N -,
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #87787: Benzene, (1-methyldecyl)-
105.0 11.60 11.80 12.00 12.20
m/z 104.10 5.06%
5000
01220 41.0 790 | | 1280147.0 175.0 203.0 232.0
e et
mz-> 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\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106506.D

Aca On : 15 Jun 2018 21:38

Operator : JU/SJ

Sample : J3512-01 100X

Misc :

ALS Vial : 21 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-methyltridecyl)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.29 25.86 ng 2171880 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l1l-methvltridecvl)- 274 C20H34 004534-59-2 87
2 Benzene. (l-methvldecvI)- 232 C17H28 004536-88-3 81
3 Benzene. (l-methvlundecvl)- 246 C18H30 002719-61-1 72
4 Benzene. (1-methvldodecvl)- 260 C19H32 004534-53-6 59
5 Benzene, (1-methylnonadecyl)- 358 C26H46 002398-66-5 50
Abundance Scan 1692 (12.289 min): BF106506.D (-1689) (-) m/z 105.10 100.00%
105.1
5000
411 790 2743 12.00 12.20 12.40 12.60
O g0l 471 1891 2072 2451 2703 3013 006705 15, 14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #122974: Benzene, (1-methyltridecyl)-
105.0
|
5000 L BN SULILLN B U
12,00 12.20 12.40 12.60
m/z 91.05 10.79%
0 410 760 | | 131.0 161.0 189.0 2170 27“‘0
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
105.0
12.00 12.20 12.40 12.60
5000 m/z 104 .05 5.03%
o 77.0 147.0 175.0 203.0 2520
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99254: Benzene, (1-methylundecyl)-
105.0 12.00 12.20 12.40 12.60
m/z 41.10 4_97%
5000

410 790, | 147.0169.0 207.0 246.0 K“*J“““”““”“

N i N — L Sl A S it

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. OO 12.20 12. 40 12 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106506.D

Aca On : 15 Jun 2018 21:38

Operator : JU/SJ

Sample : J3512-01 100X

Misc :

ALS Vial : 21 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 Bis(2-ethylhexyl) methylpho... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.54 9.96 ng 418709 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bis(2-ethvlhexvl) methvlphosphonate 320 C17H3703P 1000298-35-3 64
2 Sulfurous acid. cvclohexvimethvl... 234 C11H2203S 1000309-21-3 38
3 Methvlphosphonic acid. didecvl e... 376 C21H4503P 059651-63-7 36
4 Dichloromethvl-chloro-methvl-pen... 328 C8H4CI3F5Si 077681-06-2 36
5 Bis(3,7-dimethyloctyl) methylpho... 376 C21H4503P 1000298-35-2 36
Abundance Scan 1905 (13.542 min): BF106506.D (-1902) (-) m/z 97.10 100.00%
97.1
5000 570
13.20 13.40 13.60 13.80
ol rh 4o i 2511532 201.2231.2 263.0 206.2324.1 358.1 m/z 57.05 38.33%
m/z--> 50 100 150 200 250 300 350
Abundance #161104: Bis(2-ethylhexyl) methylphosphonate
97.0
5000 SRR AN UL BN B

13.20 13.40 13.60 13.80
m/z 55.00 13.38%

41.0
0 M Heg\ulon L 151.0179.0 209.0
I B o e oo LA A B e e e e e o e e B
m/z--> 50 100 150 200 250 300 350
Abundance
97.0
B B e o e e
55.0 13.20 13.40 13.60 13.80
5000 m/z 113.10 9.36%
27,0 127.0
O e B e I B e oo e ML s e s e ML
m/z--> 50 100 150 200 250 300 350
Abundance #200454: Methylphosphonic acid, didecy! ester
97.0 13.20 13.40 13.60 13.80
m/z 98.10 7.45%
5000
43.0 237.0
o |y, 125.0 165.0193.0 277.0305.0333.0 377.0
N B e e o T L e e e e e e o L B LA e R Al ERRE RS
m/z--> 50 100 150 200 250 300 350 13 20 13. 40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106506.D

Aca On : 15 Jun 2018 21:38

Operator : JU/SJ

Sample : J3512-01 100X

Misc :

ALS Vial : 21 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 unknownl3.69 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.69 11.58 ng 486904 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (bromomethvl)- 176 C7H13Br 002550-36-9 27
2 Sulfurous acid. cvclohexvimethvl... 346 C19H3803S 1000309-22-0 22
3 (1-Propoxv-pentvl)-cvclopropane 170 C11H220 094883-97-3 22
4 Sulfurous acid. cvclohexvlmethvl... 304 C16H3203S 1000309-21-8 22
5 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 16
Abundance Scan 1930 (13.689 min): BF106506.D (-1926) (-) m/z 57.05 100.00%
57.0
113.1
5000
8+.1 169.2 259 2 13.40 13.60 13.80 14.00
ol M 4Ty 1AL 1y 2200 772892 3262 8723 ns57113 10 59.83Y%
m/z--> 50 100 150 200 250 300 350
Abundance #42810: Cyclohexane, (bromomethyl)-
97.0
55.0
5000
13.40 13.60 13.80 14.00
m/z 97.10 54 _.99Y%
o 27‘;0\‘“ Ll ) | 1330 1760
m/z--> 55 160 1%0 260 250 360 3%0
Abundance
97.0
13.40 13.60 13.80 14.00
5000 550 m/z 55.00 26.74%
o 27.0 127.0 169.0
m/z--> 55 160 150 260 250 360 3%0
Abundance #38269: (1-Propoxy-pentyl)-cyclopropane B i
71.0 1130 13.40 13.60 13.80 14.00
m/z 83.10 24 _.70%
5000
43.0
0= "Hlm‘”"l""'l%799'l UL SR UL SN SR AR SUNILA SR SR
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00

8270-BF061118.M Mon Jun 18 12:13:52 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106506.D

Aca On : 15 Jun 2018 21:38

Operator : JU/SJ

Sample : J3512-01 100X

Misc :

ALS Vial : 21 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 unknownl4.25 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
14.25 14.28 ng 600498  Chrysene-di2 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Preanane-3.11.20.21-tetrol. cvcl... 376 C22H37B04 030882-72-5 35

2 1H-Benzol4.5Timidazol2.1-cl1l1.2.... 318 C18H14N402 1000310-15-4 30
3 Benzene. 2-(l1-decvlundecvl)-1.4-... 400 C29H52 055373-91-6 25
4 N-(4-BiphenvlvD)-p-toluamide 287 C20H17NO 313251-13-7 22
5 2-p-Tolyl-5-[trichloromethyl]-1,... 276 C10H7CI3N20 027389-46-4 22
Abundance Scan 2025 (14.248 min): BF106506.D (-2018) (-) m/z 57.10 100.00%
51.1  105.1
5000 1602
147.1 .
2593 am3 e
| 3433 4004 14.00 14.20 14.40 14.60
Ol m/z 105.10 95.34%
miz—-> 0 50 100 150 200 250 300 350 400
Abundance #200518: Pregnane-3,11,20,21-tetrol, cyclic 20,21-(methylb...
85.0
4.0 358.0
119.0 :
5000 325.0 R EEEE B
s9.0 2130 1400 14.20 14.40 14.60
246.0 286.0 m/z 119.10 82.49%
04
miz—-> 0 50 100 150 200 250 300 350 400
Abundance
119.0
"' 14:00 1420 14.40 14.60
5000 m/z 71.10 65.50%
65.0 273.0
33.0 159.0 5179 318.0
mz-> 0 50 100 150 200 250 300 350 400
Abundance #212433: Benzene, 2—(l—decylundecyl)—l,4—dim9thy|— LI L L
119.0 14.00 14.20 14.40 14.60
m/z 85.10 54 _.23%
5000
259.0
43.0
ol 11 830 | 1590 2170 294.0 400.0
miz—-> 0 50 100 150 200 250 300 350 400 14100 14,20 14.40 14.60

8270-BF061118.M Mon Jun 18 12:13:52 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106506.D

Aca On : 15 Jun 2018 21:38

Operator : JU/SJ

Sample : J3512-01 100X

Misc :

ALS Vial : 21 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 9 unknownl14.31 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.31 15.33 ng 644565 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Isoxazolol5.4-dlpvrimidine-4.6(5... 245 C12H11N303 035053-73-7 22

2 Quinoxaline. 1.2.3.4-tetrahvdro-... 274 C16H22N202 018503-40-7 14
3 Benzamide. N-(3-chlorophenvl)-3-... 245 C14H12CINO 1000307-11-4 14
N-(4-BiphenvlvI)-p-toluamide 287 C20H17NO 313251-13-7 11

5 1,3-Dioxolan-2-one, 4-methyl-5-m... 246 C15H1803 1000319-92-8 11

Abundance Scan 2036 (14.313 min): BF106506.D (-2032) (-) m/z 119.10 100.00%
119.1
5000
3153 geg5 400.4 14.00 14.20 14.40 14.60
0 . m/z 133.10 74.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #97895: Isoxazolo[5,4-d]pyrimidine-4,6(5H, 7H)-dione, 3a,7a...
119.0
5000 LA L L L L L LB LB |
85.0 245.0 14.00 14.20 14.40 14.60
32.0 m/z 57.00 59.25%
AT 1 S
m/z--> 50 100 150 200 250 300 350 400
Abundance
133.0
e  EaRmEamSTT
14.00 14.20 14.40 14.60
5000 71.0 m/z 273.25 43.82%
203.0
274.0
171.0
o—torpr e
m/z--> 50 100 150 200 250 300 350 400
Abundance #98092: Benzamide, N-(3-chlorophenyl)-3-methyl- T
119.0 14.00 14.20 14.40 14.60
m/z 43.05 42 _89%
5000
245.0
0128.0 65.0
B mana e T e  EaRmEamSTT
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60

8270-BF061118.M Mon Jun 18 12:13:53 2018

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106506.D

Aca On : 15 Jun 2018 21:38

Operator : JU/SJ

Sample : J3512-01 100X

Misc :

ALS Vial : 21 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 unknownl4.36 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.36 16.64 ng 699699 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-octvldodecvl)- 358 C26H46 002398-65-4 12
2 Ambrosin 246 C15H1803 000509-93-3 10
3 Pentadecane. 3-phenvl- 288 C21H36 004534-65-0 9
4 Pentadecane. 4-phenvl- 288 C21H36 004534-64-9 9
5 Benzhydrazide, 4-nitro-N2-(5,5-d... 335 C15H17N306 1000263-98-3 9
Abundance Scan 2044 (14.360 min): BF106506.D (-2040) (-) m/z 105.10 100.00%
57.0 105.1
5000 259.3
l | 14.00 14.20 14.40 1460
ob—i Ll m/z 57.05 95_.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #189622: Benzene, (1-octyldodecyl)-
91.0
5000 LR AR DU BN BURBLEE B
14. 00 14. 20 14. 40 14.60
203.0 m/z 43.10 68.22Y%
43.0 ‘ 33.0 ‘ 245.0 358.0 g
0.‘..““‘.‘.‘.‘. ‘....|.‘.‘..l‘....L|..2.87.'0|....|.....|..
m/z--> 50 100 150 200 250 300 350 400
Abundance
105.0 246.0
- 14100 1420 1440 1460
5000 m/z 71.10 61.08%
136.0
213.0
0"'I""I""I""""""""I""I"
m/z--> 50 100 150 200 250 300 350 400
Abundance #134776: Pentadecane, 3-phenyl- R BE T
91.0 14.00 14.20 14.40 14.60
m/z 91.10 51.90%
5000
41.0 259.0
ol w1 #1830 1750 2170 | 289.0
m/z--> 5'0 1(')0 1&'30 200 251;0 3(')0 3&1,0 4(')0 14. 00 14. 20 14. 40 14|60 '

8270-BF061118.M Mon Jun 18 12:13:54 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106506.D

Aca On : 15 Jun 2018 21:38

Operator : JU/SJ

Sample : J3512-01 100X

Misc :

ALS Vial : 21 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 unknownl14.48 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.48 15.05 ng 632813 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tolcapone 273 C14H11NO5 134308-13-7 38
2 4-Piperidinone. 1.2.5-trimethvl-... 274 C16H22N202 1000259-27-1 14
3 2-Methvlbenzoic acid. 2-biphenvl... 288 C20H1602 1000331-28-5 11
4 N-Methvlpiperidinol2.4-b.c11.2.3... 273 C18H27NO 1000128-54-7 11
5 2,5-Pyrrolidinone, 1-[(3-methylb... 233 C12H11NO4 110920-15-5 11
Abundance Scan 2064 (14.477 min): BF106506.D (-2063) (-) m/z 57.10 100.00%
511 10b.1
5000
273.3
| l 4 ae02 e e e v
15.3 . . . )
ol L ALh 3L S113 4153 "m/z 105.10 99.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #121656: Tolcapone
119.0
273.0
5000 LRI B BN B S
14.20 14.40 14.60 14.80
182.0 m/z 43.05 67 .48%
L %0 | ase0 | 20 |
m/z--> 55 160 1éo 260 250 360 3éo 460
Abundance
119.0
14.20 14.40 14.60 14.80
5000{ 420 m/z 71.10 65.16%
84.0 274.0
obdldlh dfd LU 1560 2040 2440 |
m/z--> 50 100 150 200 250 300 350 400
Abundance #134700: 2-Methylbenzoic acid, 2-biphenyl ester R B
119.0 14.20 14.40 14.60 14.80
m/z 119.10 61.79%
5000
65.0 . 169.0 288.0
m/z--> 5'0 1(')0 1éo 2(')0 250 3(')0 35'30 4(')0 14.20 14.'40 14.|60 14.|80

8270-BF061118.M Mon Jun 18 12:13:55 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106506.D

Aca On : 15 Jun 2018 21:38

Operator : JU/SJ

Sample : J3512-01 100X

Misc :

ALS Vial : 21 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 unknownl4.54 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .54 19.20 ng 807446 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.5-Triazin-2-amine. 4-(2-furv... 245 C12H15N50 148403-53-6 25
2 Silane. diethvl(2-octvloxv)propoxy- 274 C15H3402Si 1000363-00-9 22
3 2-Bromobenzvl alcohol. trimethvl... 258 C10H15BrOSi 1000364-25-4 15
4 1H-Indole-3-butanoic acid. 1-met... 245 C14H15N03 040547-43-1 15
5 Benzene, 2-(1-decylundecyl)-1,4-... 400 C29H52 055373-91-6 14
Abundance Scan 2075 (14.542 min): BF106506.D (-2071) (-) m/z 105.10 100.00%
105.
57.0 273.3
5000
47.1 203.2 T
| l 938 14.20 14.40 14.60 14.80
Ol il Ll m/z 119.10  93.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #97919: 1,3,5-Triazin-2-amine, 4-(2-furyl)-6-(1-piperidy!)-
84.0 245.0
39.0
5000 U B SRR B SR
190.0 1420 1440 1460 14.80
‘ 134.0 m/z 273.30 74 .54%
o I\M;\hh IMI\‘M“I Jﬁ“”‘.‘l‘k“.”. ‘.‘ I\‘\I\‘I l T
m/z--> 50 100 150 200 250 300 350 400
Abundance
245.0
133.0 UL BUNIULN S S I
14.20 14.40 14.60 14.80
m/z 57.05 74 .33Y%
5000 189.0 0
91.0
45.0
L L L UL L UL WL W
m/z--> 50 100 150 200 250 300 350 400
Abundance #108489: 2-Bromobenzyl alcohol, trimethylsilyl ether R R RaEEE L
245.0 14.20 14.40 14.60 14.80
m/z 245.20 64 .14%
169.0
5000
73.0
05.0
0 II?QP xjﬁ .'“‘l[.t.%lﬂ... e AR AT SN A
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF061118.M Mon Jun 18 12:13:55 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106506.D

Aca On : 15 Jun 2018 21:38

Operator : JU/SJ

Sample : J3512-01 100X

Misc :

ALS Vial : 21 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 unknownl4.61 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.61 15.40 ng 647629 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Urea. 1-(3.5-dimethvl-T1.2.401tri... 273 C13H15N502 1000316-84-7 27
2 Acetamide. N-T1l-benzvlideno-2-(2... 306 C19H18N202 314281-76-0 27
3 2-{2-T1-(2-Hvdroxvethvl)-5-0x0-3... 417 C20H23N305S 1000224-26-4 25
4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 25
5 1,2-Benzenediol, 0-(4-methylbenz... 400 C22H15F304 1000329-76-1 25
Abundance Scan 2087 (14.613 min): BF106506.D (-2084) (-) m/z 119.10 100.00%
119.1
5000 570
203.2 273.3 LN UL BSURRIN AL I
61.1 315.3 400.4 14.20 14.40 14.60 14.80 15.00
0 .|,.l.|§l3.l%l.- L L 2432, | 998 3573 4004 m/z 133.10 98.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #121618: Urea, 1-(3,5-dimethyl-[1,2,4]triazol-4-yl)-3-(4-m...
119.0
5000 LR AR BRI B B
420 Mmmmmmmmmm
m/z 105.10 50.93%
‘ 890 610 273.0
ol bpa A0 0l 280 70 |
m/z--> 50 100 150 200 250 300 350 400
Abundance
119.0
14.20 14.40 14.60 14.80 15.00
5000] 43.0 m/z 57.00 38.10%
ol rrs 1490 1880 30 360
m/z--> 50 100 150 200 250 300 350 400
Abundance #218159: 2-{2-[1-(2-Hydroxyethyl)-5-oxo-3-propyl-2-thioxo-... B Ea
43.0 138.0 14.20 14.40 14.60 14.80 15.00
m/z 43.00 33.67%
5000
171.0
86.0
. 201.0 2420 3510 3450
m/z--> 50 100 150 200 250 300 350 400 14 20 14. 40 14 60 14. 80 15. oo

8270-BF061118.M Mon Jun 18 12:13:56 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106506.D

Aca On : 15 Jun 2018 21:38

Operator : JU/SJ

Sample : J3512-01 100X

Misc :

ALS Vial : 21 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 unknownl4.66 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.66 32.36 ng 1360840 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-(1-Hvdroxv-cvclohex-2-env)-2.... 236 C15H2402 083040-94-2 38
2 Succinic acid. di(2-methvlcvcloh... 310 C18H3004 1000329-83-0 37
3 Methvl 2-thienvlacetate 156 C7H802S 019432-68-9 35
4 Metamphetamine. N-acetvl-N-(2-cv... 230 C14H18N20 1000308-74-2 25
5 Thenyldiamine 261 C14H19N3S 000091-79-2 25

Abundance Scan 2095 (14.660 min): BF106506.D (-2091) (-) m/z 97.10 100.00%
97.1
57.0
5000
273.3
| oL g a2 1410 14160 1480 15,00
ol | 'l AL g grs2 2102 ) Jsorasess 4003 s ttem 0sT 6g By,
m/z--> 50 100 150 200 250 300 350 400
Abundance #90780: 7-(1-Hydroxy-cyclohex-2-enyl)-2,2-dimethyl-hept-5-...
97.0
57.0
5000 LI B SR SR B
14,40 14.60 14.80 15.00
m/z 105.10 32.08%
‘ 133.0 2180
0.“.‘.‘l‘J‘.J“.“‘.‘Mm‘.‘..‘.lu:.l-8.4.0.... S e
m/z--> 50 100 150 200 250 300 350 400
Abundance
97.0
1440 14.60 14.80 15.00
5000 m/z 273.30 29.60%
55.0
o 170.0 215.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #28759: Methyl 2-thienylacetate B B R e
97.0 14.40 14.60 14.80 15.00
m/z 43.05 27 .81%
5000
48.0 156.0
0.4“H%hun,”..,h... e —
m/z--> 50 100 150 200 250 300 350 400 14,40 14.60 14.80 15.00

8270-BF061118.M Mon Jun 18 12:13:56 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106506.D

Aca On : 15 Jun 2018 21:38

Operator : JU/SJ

Sample : J3512-01 100X

Misc :

ALS Vial : 21 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 unknownl14.79 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.79 19.47 ng 818708 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 38
2 Succinic acid. di(2-methvlcvcloh... 310 C18H3004 1000329-83-0 27
3 Dibutvl itaconate 242 C13H2204 002155-60-4 18
4 2-Pentenoic acid. 4-oxo-. methvl... 128 C6H803 002833-24-1 12
5 2,4,4,6-Tetramethyl-6-phenyl-2-h._.. 230 C17H26 1000293-27-8 12

Abundance Scan 2117 (14.789 min): BF106506.D (-2115) (-) m/z 57.05 100.00%
5%.0
5000 113.1
287.3 e e
451 189.2 14.40 14.60 14.80 15.00 15.20
— '.l Ly ,I. v .l.|l. (3513573 4144 175113.10  42.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 LRI SRS SRR SUNIULN B
14.40 14.60 14.80 15.00 15.20
113.0 m/z 119.10 40.28%
MMMM\L\‘ 168.0
L A L WL WL LR B
m/z--> 50 100 150 200 250 300 350 400
Abundance
97.0
14.40 14.60 14.80 15.00 15.20
5000 m/z 97.10 38.55%
55.0
o 170.0 215.0
m/z--> §0 160 1%0 260 2%0 360 3éo 460
Abundance #95449: Dibutyl itaconate T T
113.0 14.40 14.60 14.80 15.00 15.20
m/z 43.00 27.83%
5000 57.0
L1 A A 16%02010 242.0
m/z--> 5'0 1(')0 1&1;0 2(')0 251,0 3(')0 350 4(')0 14.'40 14.|60 14.I80 15.'00 15.'20

8270-BF061118.M Mon Jun 18 12:13:57 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106506.D

Aca On : 15 Jun 2018 21:38

Operator : JU/SJ

Sample : J3512-01 100X

Misc :

ALS Vial : 21 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 unknownl4.98 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.98 23.22 ng 683755 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1-Cvclohexvl-1H-benzoimidazol-5... 287 C16H21N302 1000310-00-5 25
2 Silane. diethvlbutoxv(2-decvloxv)- 316 C18H4002Si 1000363-44-4 14
3 bisltert-Butvl(dimethvDsilvll-b... 344 C16H3204Si2 1000332-85-4 12
4 Pvrazololl.5-alpvrimidine. 6.7-d... 273 C18H15N3 186956-30-9 11
5 3Ah-pyrrolo[3,4-d]isoxazole-3-ca... 274 C13H10N205 1000317-17-8 11
Abundance . Scan 2149 (14.977 min): BF106506.D (-2147) (-) m/z 57.00 100.00%
510 1191
273.3
5000
l 217.2 e
59.1 414.4 14.60 14.80 15.00 15.20
Ol L 1623211 m/z 119.10  82.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #133716: (1-Cyclohexyl-1H-benzoimidazol-5-yl)carbamic acid...
287.0
5000 132.0
5.0 14.60 14.80 15.00 15.20
214.0 m/z 43.05 79 .30%
0.0 \ 177.0 ‘
0 .‘.“l“‘.“.‘%.'l“ ..‘l“a.“..ﬂ.‘.‘..“l‘....l....l....l....l
m/z--> 50 100 150 200 250 300 350 400
Abundance
287.0
147.0 14.60 14.80 15.00 15.20
5000 m/z 133.10 76.18%
203.0
91.0
0 55.0 243 0
m/z--> 50 100 150 200 250 300 350 400
Abundance #179545: bis[tert-Butyl(dimethyl)silyl]-but-2-enedioate R R EE e AR
287.0 14.60 14.80 15.00 15.20
m/z 105.10 68.23%
5000 73.0
133.0
m/z--> §0 160 1%0 260 2éo 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\BF061518\
Data File : BF106506.D

Aca On : 15 Jun 2018 21:38

Operator : JU/SJ

Sample : J3512-01 100X

Misc :

ALS Vial : 21 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 unknownl15.19 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.19 16.22 ng 477704 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Isophthalic acid. di(4-chloro-3-... 414 C22H16CI1204 1000344-59-8 18

2 Benzaldehvde. 4-(diphenvlamino)- 273 C19H15N0 004181-05-9 18
3 Benzamide. 4-ethyl-N-(4-chloroph... 259 C15H14CINO 1000340-35-1 14
4 N-Methvlpiperidinol2.4-b.c11.2.3... 273 C18H27NO 1000128-54-7 14
5 Pyrazolo[1,5-a]pyrimidine, 6,7-d... 273 C18H15N3 186956-30-9 14

Abundance Scan 2185 (15.189 min): BF106506.D (-2183) (-) m/z 273.25 100.00%
133.1 278.3
so00] 31
ot ] j 14.80 15.00 15.20 15.40 15.60
167.1 203.1236.1 330.2361.2 4145 ' ' : : :
ob—s ,I.J.I .d.l--, 0 e ot l i beeein S0 Tm/z 133.10  89.80%
miz--> 50 100 150 200 250 300 350 400
Abundance #217122: Isophthalic acid, di(4-chloro-3-methylphenyl) ester
273.0
5000 LIS B L L L L L LB
14.80 15.00 15.20 15.40 15.60
104.0 m/z 119.10 87 .46%
oL 500 | | 1420 18202179 ‘ 414.0
e O T o UMM I
miz--> 50 100 150 200 250 300 350 400
Abundance
273.0
e n eI A
14.80 15.00 15.20 15.40 15.60
5000 m/z 43.10 51.33%
300 770 1150 167054, 2420
T T T T T e
miz--> 50 100 150 200 250 300 350 400
Abundance #109910: Benzamide, 4-ethyl-N-(4-chlorophenyl)- T
133.0 14.80 15.00 15.20 15.40 15.60
m/z 105.10 42 .49%
5000
259.0
miz--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106506.D

Aca On : 15 Jun 2018 21:38

Operator : JU/SJ

Sample : J3512-01 100X

Misc :

ALS Vial : 21 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 19 Sulfurous acid, cyclohexylm... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.95 14.28 ng 420601 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. cvclohexvimethvl... 416 C24H4803S 1000309-22-5 64
2 Succinic acid. di(l-cvclopentvle... 310 C18H3004 1000330-21-8 39
3 2-Hexene. 3.4.4-trimethvl- 126 C9H18 053941-19-8 38
4 Sulfurous acid. cvclohexvimethvl... 346 C19H3803S 1000309-22-0 38
5 Isoxazole, 3,5-dimethyl- 97 C5H7NO 000300-87-8 36
Abundance Scan 2314 (15.948 min): BF106506.D (-2310) (-) m/z 97.10 100.00%
97.1 ﬂ
5000 57.0
VN RN IR
15.60 15.80 16.00 16.20
153.2
Obprrrr ey et s 0202071 2480 2861 8250 . ‘m/z 57.05 41.93%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #217916: Sulfurous acid, cyclohexylmethyl heptadecyl ester
97.0
5000 U R PR UM B
55.0 15.60 15.80 16.00 16.20
m/z 113.10 18.26%
0 29.0| \ d i 1250 155.0 239.0
miz-> 20 40 6|0 8IO 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
97.0
—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—q—r
15.60 15.80 16.00 16.20
5000 m/z 55.00 10.66%
55.0
o 29.0 170.0197.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #11569: 2-Hexene, 3,4,4-trimethyl- L B o
550 970 15.60 15.80 16.00 16.20
' m/z 98.05 7.73%
5000
27.0
‘ l 126.0
quniJmm”ﬁ“.””.”.””.“.””.“.”“.”.””.”q“”.”w”. i st i stalihtisdssiost
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106506.D

Aca On : 15 Jun 2018 21:38

Operator : JU/SJ

Sample : J3512-01 100X

Misc :

ALS Vial : 21 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 20 unknownl18.01 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.01 9.76 ng 287233 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Dimethvl-1-pvrroline 97 C6H11N 000822-64-0 42
2 2-Hexenoic acid. 2-hexenvl ester... 196 C12H2002 054845-28-2 40
3 Sulfurous acid. cvclohexvimethvl... 234 C11H2203S 1000309-21-3 36
4 Cvclohexane. 1-bromo-2-methvl- 176 C7H13Br 006294-39-9 33
5 3-Cyclopent-1-enyl-3-hydroxy-2-m... 170 C9H1403 1000191-19-7 33
Abundance Scan 2665 (18.012 min): BF106506.D (-2659) (-) m/z 97.10 100.00%
97.1
e MJLA
LN U SR SR B
153.1 17.60 17.80 18.00 18.20 18.40
bl .12.5:1. -, 188.0 22512841 265131313401 m/z 57.00 40.04%
m/z--> 50 100 150 200 250 300 350
Abundance #2987: 2,5-Dimethyl-1-pyrroline
42.0 97.0
5000 69.0 LN UL SR SR B
17.60 17.80 18.00 18.20 18.40
m/z 113.10 23.40%
o T
m/z--> 50 100 150 200 250 300 350
Abundance
97.0
5.0 1760 1780 15,00 1820 1640
5000 m/z 55.00 9.85%
o 28.0 139.0167.0196'0
m/z--> o '55' ' "160" "150" ' 560" "250" "300" ' ééo
Abundance #88703: Sulfurous acid, cyclohexylmethyl isobutyl ester A Ea T o R
97.0 17.60 17.80 18.00 18.20 18.40
m/z 98.05 7.23%
55.0
5000
ol ?7[OJ,‘.L. ) . et A,
m/z--> 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF061518\
Data File : BF106506.D

Acq On : 15 Jun 2018 21:38

Operator : JU/SJ

Sample : J3512-01 100X

Misc :

ALS Vial : 21 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]
Benzene, (1-methy... 11.43 11.1 ng 931667 4 11.50 1679790 20.0
Benzene, (l1-ethyl... 11.70 11.7 ng 978288 4 11.50 1679790 20.0
Benzene, (1-methy... 11.87 21.8 ng 1832370 4 11.50 1679790 20.0
Benzene, (1-methy... 12.29 25.9 ng 2171880 4 11.50 1679790 20.0
Bis(2-ethylhexyl)... 13.54 10.0 ng 418709 5 14.15 840952 20.0
unknownl13.69 13.69 11.6 ng 486904 5 14.15 840952 20.0
unknownl14 .25 14.25 14.3 ng 600498 5 14.15 840952 20.0
unknownl14 .31 14.31 15.3 ng 644565 5 14.15 840952 20.0
unknownl14 .36 14.36 16.6 ng 699699 5 14.15 840952 20.0
unknownl14 .48 14.48 15.1 ng 632813 5 14.15 840952 20.0
unknownl14 .54 14.54 19.2 ng 807446 5 14.15 840952 20.0
unknownl4 .61 14.61 15.4 ng 647629 5 14.15 840952 20.0
unknownl4 .66 14.66 32.4 ng 1360840 5 14.15 840952 20.0
unknownl14 .79 14.79 19.5 ng 818708 5 14.15 840952 20.0
unknownl14 .98 14.98 23.2 ng 683755 6 15.69 588885 20.0
unknown15.19 15.19 16.2 ng 477704 6 15.69 588885 20.0
Sulfurous acid, c... 15.95 14.3 ng 420601 6 15.69 588885 20.0
unknown18.01 18.01 9.8 ng 287233 6 15.69 588885 20.0

8270-BF061118.M Mon Jun 18 12:14:00 2018 Page: 23



