LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110110.D

Aca On : 24 Oct 2018 13:04

Operator : JU/SJ

Sample : J5610-04 2X

Misc :

ALS Vial : 9 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-BF102318.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 2.263 25 30 36 rvB 183177 223471 12.35% 0.680%
2 5.187 524 527 533 rBV 73490 81663 4_.51% 0.248%
3 5.581 587 594 604 rBY 1702980 1559171 86.19% 4.741%
4 5.816 631 634 639 rBV 33826 34129 1.89% 0.104%
5 6.245 704 707 710 rBV 61523 48888 2.70% 0.149%
6 6.581 760 764 772 rBV 1769825 1632337 90.23% 4.964%
7 6.734 786 790 793 rVB 1784947 1558123 86.13% 4_.738%
8 6.963 826 829 834 rBVY 1187461 1021040 56.44% 3.105%
9 7.034 839 841 846 rVB 43556 39466 2.18% 0.120%
10 7.122 852 856 859 rBVY 1538541 1216081 67.22% 3.698%
11 7.522 920 924 928 rBVY 1029576 929663 51.39% 2.827%
12 7.557 928 930 933 rVB 33970 29483 1.63% 0.090%
13 7.592 933 936 942 rVvB4 18085 26932 1.49% 0.082%
14 7.934 991 994 1000 rVB2 31184 30239 1.67% 0.092%
15 7.992 1000 1004 1008 rBV3 42158 36631 2.02% 0.111%
16 8.163 1027 1033 1034 rBV5 21529 29738 1.64% 0.090%
17 8.192 1034 1038 1040 rBV 36832 41448 2.29% 0.126%
18 8.251 1044 1048 1050 rBvY 1216063 1136212 62.81% 3.455%
19 8.557 1097 1100 1103 rBV5 20989 24748 1.37% 0.075%
20 8.651 1110 1116 1119 rBv4 26983 36619 2.02% 0.111%
21 8.828 1141 1146 1150 rVB 29341 35112 1.94% 0.107%
22 8.963 1166 1169 1172 rBV 29436 25201 1.39% 0.077%
23 9.151 1198 1201 1205 rVB2 63569 59749 3.30% 0.182%
24 9.322 1226 1230 1233 rBY 2059154 1586257 87.68% 4.824%
25 9.392 1239 1242 1245 rBV2 54869 51325 2.84% 0.156%
26 9.445 1249 1251 1253 rVB 37881 27730 1.53% 0.084%
27 9.569 1270 1272 1275 rBV3 37135 42740 2.36% 0.130%

28 9.710 1293 1296 1300 rBV 255346 224486 12.41% 0.683%
29 9.869 1319 1323 1326 rBV 157995 135728 7.50% 0.413%

30 9.922 1328 1332 1336 rVB2 71013 75922 4._.20% 0.231%
31 10.010 1343 1347 1350 rVV 1254470 1066152 58.93% 3.242%
32 10.039 1350 1352 1355 rVB 44862 32935 1.82% 0.100%
33 10.104 1360 1363 1368 rVB4 15929 27473 1.52% 0.084%
34 10.157 1368 1372 1375 rBV5 13598 25297 1.40% 0.077%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110110.D

Aca On : 24 Oct 2018 13:04

Operator : JU/SJ

Sample : J5610-04 2X

Misc :

ALS Vial : 9 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-BF102318_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 10.210 1378 1381 1385 rVB2 46686 49381 2.73% 0.150%
36 10.245 1385 1387 1392 rVB3 29723 26690 1.48% 0.081%
37 10.322 1396 1400 1403 rBV 71001 103758 5.74% 0.316%
38 10.422 1414 1417 1420 rVB2 75147 82879 4._.58% 0.252%
39 10.557 1437 1440 1446 rVB 72799 70007 3.87% 0.213%
40 10.645 1452 1455 1457 rVB 51909 46844 2.59% 0.142%

41 10.798 1477 1481 1490 rBV 882879 784928 43 .39% 2.387%
42 10.910 1495 1500 1508 rVB 134631 227344 12.57% 0.691%

43 11.098 1529 1532 1535 rBV5 21617 36712 2.03% 0.112%
44 11.304 1564 1567 1572 rBVY 40513 44138 2.44% 0.134%
45 11.345 1572 1574 1577 rVV 79934 70586 3.90% 0.215%
46 11.375 1577 1579 1582 rVvV 88865 97967 5.42% 0.298%
47 11.398 1582 1583 1586 rVB 46094 25263 1.40% 0.077%

48 11.498 1597 1600 1603 rBV 1020229 997548 55.14% 3.033%
49 11.522 1603 1604 1608 rVB 497738 375435 20.75% 1.142%
50 11.575 1610 1613 1616 rVV 143198 113772 6.29% 0.346%

51 11.727 1636 1639 1642 rBV 96758 82497 4._.56% 0.251%
52 11.763 1642 1645 1646 rBV 69497 68553 3.79% 0.208%
53 11.869 1660 1663 1666 rVB 588787 526704 29.11% 1.602%
54 12.022 1683 1689 1693 rBV3 326750 528454 29.21% 1.607%
55 12.116 1702 1705 1707 rBV2 116675 127415 7.04% 0.387%

56 12.186 1714 1717 1719 rBV 59525 54847 3.03% 0.167%
57 12.298 1733 1736 1738 rBV 52246 45204 2.50% 0.137%
58 12.339 1738 1743 1749 rBV 1197329 1088985 60.20% 3.311%
59 12.410 1752 1755 1758 rBV 562523 457330 25.28% 1.391%
60 12.445 1758 1761 1763 rVB2 124016 102216 5.65% 0.311%

61 12.492 1766 1769 1773 rVB 565207 481744 26.63% 1.465%
62 12.551 1773 1779 1781 rBV2 727161 751350 41.53% 2.285%
63 12.575 1781 1783 1788 rVB3 128947 132729 7.34% 0.404%
64 12.645 1793 1795 1797 rBV 55436 48281 2.67% 0.147%
65 12.680 1797 1801 1804 rVV 2234595 1809075 100.00% 5.501%

66 12.722 1805 1808 1811 rBV 863954 779330 43.08% 2.370%
67 12.751 1811 1813 1816 rVB 411724 343898 19.01% 1.046%
68 12.857 1827 1831 1834 rBV 1543705 1259964 69.65% 3.831%
69 12.951 1841 1847 1852 rBV 910520 947981 52.40% 2.883%
70 13.080 1866 1869 1873 rVB 1219087 1078964 59.64% 3.281%

71 13.639 1962 1964 1967 rVB 103734 88276 4._.88% 0.268%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110110.D

Aca On : 24 Oct 2018 13:04

Operator : JU/SJ

Sample : J5610-04 2X

Misc :

ALS Vial : 9 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-BF102318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 13.780 1986 1988 1991 rBV 121350 144078 7.96% 0.438%
73 13.974 2018 2021 2022 rBvV2 155370 133924 7.40% 0.407%
74 14.110 2041 2044 2046 rBV 534193 426917 23.60% 1.298%
75 14.145 2046 2050 2053 rVvv2 1103418 1385895 76.61% 4.214%

76 14.174 2053 2055 2060 rVB 370233 313553 17.33% 0.953%
77 14.286 2072 2074 2077 rVB2 157932 152392 8.42% 0.463%
78 14.686 2139 2142 2143 rBV 403886 404985 22.39% 1.232%
79 14.710 2143 2146 2148 rVV 333992 407358 22.52% 1.239%
80 14.816 2162 2164 2167 rBV 233405 167976 9.29% 0.511%

81 14.868 2171 2173 2175 rBV 224184 200952 11.11% 0.611%
82 15.221 2230 2233 2236 rBV 267112 305042 16.86% 0.928%
83 15.610 2296 2299 2306 rVB 256759 333499 18.43% 1.014%
84 15.680 2306 2311 2314 rBV2 711038 978791 54.10% 2.976%
85 16.139 2386 2389 2394 rVB 293783 420612 23.25% 1.279%

Sum of corrected areas: 32885212
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\

BF110110.D

24 Oct 2018 13:04

JussJ

J5610-04 2X

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000
2.2

TIC: BF110110.D

73
5.58 6.586

7.12

6.96
7.52

6
5.19

OF=r"
Time-->

T
5.00

Abundance

2000000

1500000

1000000

500000

TIC: BF110110.D

9.32
12.86

13.08

12.34

10.01

8.25 12.95

PN

9.71

9
/Q.rb‘ 8.95658,88.96 9,15 |P346.57 4 8

Time-->

12.50 13.00

12.00

11.00 11.50

10.50

I
9.50 10.00

Abundance

2000000

1500000

1000000

500000

TIC: BF110110.D

14.14

0
Time-->

1
13.50

T
18.00 18.50

17.00

I
17.50

15.50

16.00 16.50

14.50 15.00

14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110110.D

Aca On : 24 Oct 2018 13:04

Operator : JU/SJ

Sample : J5610-04 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Butane, 2-methoxy-2-methyl- Concentration Rank 14

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

2.26 4.38 ng 223471 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4- Trlmethvl 3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Boronic acid. ethvl-. dimethvl e... 102 C4H11B02 007318-82-3 12
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 12

Abundance Scan 29 (2.258 min): BF110110.D (-25) (-) m/z 73.10 100.00%
3
5000 43
55 87
| 50 2.202.30 2.40 2.50 2.60 2.70
o Y N A0 S I PR P m/z 43.05 42_89%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000
43 2.202.30 2.40 2.50 2.60 2.70
55 87 m/z 55.10 29.57%
o ,ﬁg 35 ,L‘| 50 | 67 ||, 80
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
7
41 55 87 2.202.30 2.40 2.50 2.60 2.70
5000 m/z 87.10 25.85%
29
o .w.%?.,”..,..”,....“...,”.?,..”,....“.??,.”
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 2.202.30 2.40 2.50 2.60 2.70
m/z 41.00 13.77%
5000 43
58
29 8(
-ttt e e e e
m/z--> 10 20 30 40 50 60 70 8 90 100 2.202.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110110.D

Aca On : 24 Oct 2018 13:04

Operator : JU/SJ

Sample : J5610-04 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknown6.73 Concentration Rank 1

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

6.73 30.52 ng 1558120 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 789 (6.728 min): BF110110.D (-786) (-) m/z 132.00 100.00%
5000 68
6.40 6.60 6.80 7.00
0 e m/z 68.10 42 _.51%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 SRR SRS R
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 31.42%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 27.20%
ol -‘-“‘. 89 | dor ‘-“. b 1s8 189
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal O EAmE A
132 6.40 6.60 6.80 7.00
m/z 69.05 16.39%
5000 67
41 97
53
‘ o ‘ 117
ol lll ol ) 88 a0 |
m/z--> 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\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110110.D

Aca On : 24 Oct 2018 13:04

Operator : JU/SJ

Sample : J5610-04 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
10.91 4.56 ng 227344 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 87
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 72
3 Heptacosane 380 C27H56 000593-49-7 72
4 Sulfurous acid. 2-ethvlhexvl und... 348 C19H4003S 1000309-19-4 64
5 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 64

Abundance Scan 1500 (10.910 min): BF110110.D (-1495) (-) m/z 57.10 100.00%
g7
5000
d o5
113 Talen 1n'en 11000 1100
183 10.60 10.80 11.00 11.20
ol ,-|. k .'\.-E Layeo o e m/z 71.05 67.31%
m/z--> 50 100 150 200 250 300 350
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57
5000 NS U SRR
10.60 10.80 11.00 11.20
29 85 m/z 43.10 50.91%
oL, | 1w o
m/z--> 50 100 150 200 250 300 350
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57
10.60 10.80 11.00 11.20
5000 m/z 85.10 26.73%
113
0 I\’III|IJII|\IJI |A|‘|1?1|||1|83|||||| T
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane e EL
57 10.60 10.80 11.00 11.20
m/z 41.10 25.14%
5000
85
o ?? | | ) 4113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 10,60 10.80 11.00 11.20

8270-BF102318.M Thu Oct 25 14:18:08 2018 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110110.D

Aca On : 24 Oct 2018 13:04

Operator : JU/SJ

Sample : J5610-04 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 o-Terphenyl Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.87 10.56 ng 526704 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Terphenvl 230 C18H14 000084-15-1 96
2 6.6-Diphenvifulvene 230 C18H14 002175-90-8 89
3 Naphthalene. 2-stvrvl- 230 C18H14 002039-70-5 83
4 Naphthacene. 5.12-dihvdro- 230 C18H14 000959-02-4 55
5 Pyrene, 1,3-dimethyl- 230 C18H14 064401-21-4 53

Abundance Scan 1663 (11.869 min): BF110110.D (-1660) (-) m/z 230.10 100.00%

230

5000 215

11.60 11.80 12.00 12.20
m/z 229.10  70.24%

101114 202

39 51 63 75 88

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #86260: o-Terpheny!

1261391521657177189

11:60 11.80 12.00 12.20
m/z 228.10  39.22%

5000

215

101114 202

27 39 51 63 76 88 126139152165177189

o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #86268: 6,6-Diphenylfulvene
230
R EARES E e m
11.60 11.80 12.00 12.20
5000 152 215 m/z 215.05 38.77%
101 202
39 51 gs | 13
AESNEL AN S W -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #86274: Naphthalene, 2-styryl- I REEEE R S
230 11.60 11.80 12.00 12.20
m/z 226.10 20.81%
5000
215
51 63 202
Iy T wW o Trenretes | L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.60 11.80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110110.D

Aca On : 24 Oct 2018 13:04

Operator : JU/SJ

Sample : J5610-04 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknownl12.02 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.02 10.60 ng 528454 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricvclol8.2.2.2(4.7)1hexadeca-4... 236 C17H160 000729-30-6 43
2 1H-1.2.4-Triazol-1-amine. 3.5-di... 236 C14H12N4 034985-93-8 38
3 Cvclohexene. 3-methvlene-4-(1.2-... 132 C10H12 068377-81-1 30
4 (BEY-1-Phenvl-1-butene 132 C10H12 001005-64-7 25
5 2-Methylbenzyl cyanide 131 C9HOSN 022364-68-7 25

Abundance Scan 1689 (12.022 min): BF110110.D (-1683) (-) m/z 104.05 100.00%

g1 104
5000 236
131
145 192

165178 11.80 12.00 12.20 12.40

o 22 m/z 91.00 83.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #90937: Tricyclo[8.2.2.2(4,7)]hexadeca-4,6,10,12,13,15-hex...
104
5000 ||||||||||||||||||||
236 11.80 12.00 12.20 12.40
78 m/z 117.05 72.46%
132
51 65 | o1
Ot e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #90558: 1H-1,2,4-Triazol-1-amine, 3,5-diphenyl-
104
.”.,”........”,.”
11.80 12.00 12.20 12.40
5000 m/z 236.20 42 .30%
77 236
o %d \%MmmMMmmmm‘
w.”.“.”,”.w.”. e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 A
Abundance #14104: Cyclohexene, 3-methylene-4-(1,2-propadienyl)-  EEaEEE s L  RAREA R
91 11.80 12.00 12.20 12.40
117 m/z 115.00 30.39%
5000 39 77
104 | 131
6.
o 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110110.D

Aca On : 24 Oct 2018 13:04

Operator : JU/SJ

Sample : J5610-04 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 4H-Cyclopenta[def]phenanthrene Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
12.12 2.55 ng 127415 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 81
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 64
3 Pvrazole-4-carboxaldehvde. 3-(4-... 190 C10H7FN20 306936-57-2 53
4 Methyl diselenide 190 C2H6Se2 007101-31-7 43
5 2-Naphthaldehyde, 1,2,3,4-tetrah... 190 C12H1402 002472-02-8 18

Abundance Scan 1706 (12.122 min): BF110110.D (-1702) (-) m/z 190.10 100.00%
190
5000
94

163 11.80 12.00 12.20 12.40
149 175 210 229 245
o 1A% it | m/z 189.10  96.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
1

5000
11.80 12.00 12.20 12.40

m/z 191.10 27 .92%

110122 137150163 178

o NS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189
n Eama mEd e A
11.80 12.00 12.20 12.40
5000 m/z 192.10 25.41%
94
81 163
R N |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #52827: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)-
190 11.80 12.00 12.20 12.40

m/z 94.50 21.75%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12. 00 12. 20 12. 40

8270-BF102318.M Thu Oct 25 14:18:09 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110110.D

Aca On : 24 Oct 2018 13:04

Operator : JU/SJ

Sample : J5610-04 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 p-Dicyclohexylbenzene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.34 21.83 ng 1088990 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Dicvclohexvlbenzene 242 C18H26 001087-02-1 97
2 Bicvclohexvl. 4-phenvl- 242 C18H26 020273-27-2 86
3 Bicvclol4.2.0locta-1.3.5-triene.... 158 C12H14 122057-61-8 15
4 1H-Indene. 2.3-dihvdro-1.1.5.6-t... 174 C13H18 000942-43-8 14
5 2(1H)-Quinolinone, 4-methyl- 159 C10H9NO 000607-66-9 11
Abundance Scan 1743 (12.339 min): BF110110.D (-1738) (-) m/z 159.10 100.00%
9
5000
12.00 12.20 12.40 12.60
0 |28 28 "m/z 117.05 98.59%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96017: p-Dicyclohexylbenzene
117 159 242
91
5000 55
12.00 12.20 12.40 12.60
143 186 m/z 242.20 78.90%
29
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96019: Bicyclohexyl, 4-phenyl-
117 242
91 159 IUNNUUNER AR IR
12.00 12.20 12.40 12.60
5000 m/z 91.00 68.28%
55
3 ‘ 143 186
0 |""|'J""‘|l HI \I\EI'IH\I\”I ‘ M IMIIII”H II”II‘\”I\ |?:|L|3 e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A
Abundance #29750: Bicyclo[4.2.0]octa-1,3,5-triene, 7-(3-butenyl)-
12.00 12.20 12.40 12.60
m/z 55.05 53.07%
143
5000 o1
39
AR VO MW
0|||||||||||‘||“|||U‘||l l:|‘||‘|‘|‘||H||||“||||| R R B R RRa S ——
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12,00 12.20 12,40 12.60

8270-BF102318.M Thu Oct 25 14:18:09 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110110.D

Aca On : 24 Oct 2018 13:04

Operator : JU/SJ

Sample : J5610-04 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 wunknownl2.41 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.41 9.17 ng 457330 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. cvclohexvl- 160 C12H16 000827-52-1 38
2 5.6.7.8.9.10-Hexahvdrobenzocvclo... 160 C12H16 001076-69-3 35
3 Cvclooctane. phenvl- 188 C14H20 016538-85-5 27
4 Benzene. 1-nonenvl- 202 C15H22 034426-61-4 27
5 6-Phenyl-n-hexanol 178 C12H180 002430-16-2 16
Abundance Scan 1755 (12.410 min): BF110110.D (-1752) (-) m/z 91.05 100.00%
91
104
5000 - 117 242
12.00 12.20 12.40 12.60 12.80
o I N A .'",‘.. o .||~ 172186201 222 m/z 104.05 55.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #30871: Benzene, cyclohexyl-

104117

5000
12.00 12.20 12.40 12.60 12.80

m/z 242_20 43.37%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #30898: 5,6,7,8,9,10-Hexahydrobenzocyclooctene
104
117 160 IIIIIIIIIIIIIIIIIIIIII
o1 12.00 12.20 12.40 12.60 12.80
5000 131 m/z 117.05 36.95%
78 145
0..WH”.Vuﬁ N.N.A.pk
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #51755: Cyclooctane, phenyl-

12.00 12.20 12.40 12.60 12.80
m/z 55.10 33.49%

188 U/\_JL‘/\«/\/\
131145159173 fwAvwwavvJ

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12. OO 12. 20 12. 40 12. 60 12. 80

5000

27 41 55

8270-BF102318.M Thu Oct 25 14:18:10 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110110.D

Aca On : 24 Oct 2018 13:04

Operator : JU/SJ

Sample : J5610-04 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Tricyclo[8.2.2.2(4,7)]hexad... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.49 9.66 ng 481744 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricvclol8.2.2.2(4.7)1hexadeca-4... 236 C17H160 000729-30-6 50
2 7-Phenvl-n-heptanol 192 C13H200 1000342-43-8 43
3 1(2H)-Naphthalenone. 3.4-dihvdro... 236 C17H160 027019-08-5 38
4 N.N"-Bis-(4-methvl-benzvlidene)-... 236 C16H16N2 1000193-17-0 22
5 Azetidine, l1l-chloro-2-phenyl- 167 C9H1O0CIN 030839-64-6 22
Abundance Scan 1769 (12.492 min): BF110110.D (-1766) (-) m/z 91.00 100.00%
o
145 236
5000
51 65 || 12.20 12.40 12.60 12.80
o SNSRI S P W W m/z 104.05  90.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #90937: Tr|cyc|0[8d)2.2.2(4,7)]hexadeca 4,6,10,12,13,15-hex...
104
5000
236 12.20 12.40 12.60 12.80
78 m/z 236.20 58.57%
51 132
O b et e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54597: 7-Phenyl-n-heptanol
il
12.20 12.40 12.60 12.80
5000 m/z 145.05 54 _.80%
117
192
oL 15 H‘ 153 ‘ u “t 131145 174
m/z--> 20 40 60 85 100 120 140 160 180 200 220 240 260 280
Abundance #90932: 1(2H)-Naphthalenone, 3,4-dihydro-2-(phenylmethyl)-
il 12.20 12.40 12.60 12.80
m/z 117.00 45.96%
236
5000 145
- 118
0 14 ‘ ] 5\1 6\5 \‘ il ‘H Il 159 178193208 ‘
m/z--> 20 40 60 85 160 120 140 160 180 200 250 240 260 280 12.20 12.40 12.60 12.80

8270-BF102318.M Thu Oct 25 14:18:10 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110110.D

Aca On : 24 Oct 2018 13:04

Operator : JU/SJ

Sample : J5610-04 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Bicyclohexyl, 4-phenyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.55 15.06 ng 751350 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Dicvclohexvlbenzene 242 C18H26 001087-02-1 96
2 Bicvclohexvl. 4-phenvl- 242 C18H26 020273-27-2 94
3 1.1-Diethvl-1.2.3.4-tetrahvdrona... 188 C14H20 002938-66-1 35
4 4-Butvlbenzonitrile 159 C11H13N 020651-73-4 27
5 Pyridine, 1,2,3,6-tetrahydro-4-p... 159 C11H13N 010338-69-9 18
Abundance Scan 1779 (12.551 min): BF110110.D (-1773) ( ) m/z 117.05 100.00%
242
5000
12.20 12.40 12.60 12.80
0 268 286302 m/z 242.20 92.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #96018: p-Dicyclohexylbenzene
242
117 159
5000 91 NSRS BN SN
55 12.20 12.40 12.60 12.80
m/z 91.00 86.14%
0 2 J 78, | ! Ih L 2 1227
m/z--> 20 40 60 80 100 120 140 1éo 180 200 250 240 260 280 300
Abundance #96019: Bicyclohexyl, 4-phenyl-
117 242
o1 159
12.20 12.40 12.60 12.80
5000 m/z 159.05 75.92%
55
186
143
0 IIIII\I\I%;?”” IL‘I\”H\IJ\I”III‘I ‘\ ||‘|||||||ln::l:{:||||?:|L|3|||||||||| R RamanaaEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #51781: 1,1-Diethyl-1,2,3,4-tetrahydronaphthalene
117 12.20 12.40 12.60 12.80
m/z 83.05 44 _05%
159
5000 29
91
0 14 H\ \ m 75 \ ‘ 141 188
m/z--> 26 40 60 80 160 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12,60 12.80

8270-BF102318.M Thu Oct 25 14:18:11 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110110.D

Aca On : 24 Oct 2018 13:04

Operator : JU/SJ

Sample : J5610-04 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknownl2.57 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.57 2.66 ng 132729 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.6.8-Tetrathiatricvclol3.3.1.... 236 C8H12S4 057289-11-9 25
2 1.2.4-0Oxadiazole. 5-(2-methvlphe... 236 C15H12N20 054494-15-4 22
3 1.2.4.5-Tetrazine. 1l.4-dihvdro-1... 236 C14H12N4 002244-91-9 14
4 Tricvclol10.2.2.2(5.8)loctadeca-... 236 C18H20 002913-24-8 14
5 Benzene, l-octenyl- 188 C14H20 029518-72-7 14

Abundance Scan 1782 (12.569 min): BF110110.D (-1781) (-) m/z 57.10 100.00%

5000
4 236 L I N BB I
117 143158 102 503 000 263 287 12.20 12.40 12.60 12.80
0 m/z 43.10 61.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91052: 2,4,6,8-Tetrathiatricyclo[3.3.1.1(3,7)]decane, 1,1...
36
59 117
5000 LA L L L L LB L
12.20 12.40 12.60 12.80
171 203 m/z 71.10 53.72%
M R TNV P S N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #90722: 1,2,4-Oxadiazole, 5-(2-methylphenyl)-3-phenyl-

12.20 12.40 12.60 12.80
m/z 85.05  38.85%

5000

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #90562: 1,2,4,5-Tetrazine, 1,4-dihydro-1,4-diphenyl- L B o
12.20 12.40 12.60 12.80
m/z 41.00 22.71%

5000

12. 20 12. 40 12 60 12. 80

8270-BF102318.M Thu Oct 25 14:18:11 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110110.D

Aca On : 24 Oct 2018 13:04

Operator : JU/SJ

Sample : J5610-04 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 9,10-Anthracenedione, 1-ethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.86 18.18 ng 1259960 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione. l-ethvl- 236 C16H1202 024624-29-1 62
2 9.10-Anthracenedione. 2-ethvl- 236 C16H1202 000084-51-5 53
3 Benzene. 1.1"-cvclohexvlidenebis- 236 C18H20 021113-55-3 52
4 9.10-Anthracenedione. 2.3-dimethvl- 236 C16H1202 006531-35-7 35
5 Anthracene, 9-ethyl-9,10-dihydro... 222 C17H18 036778-20-8 25

Abundance Scan 1832 (12.863 min): BF110110.D (—1$827) ) m/z 236.20 100.00%
236
193

5000
A

I\
LI L e

12.60 12.80 13.00 13.20
ol 269285 309 m/z 193.10 74.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #90837: 9,10-Anthracenedione, 1-ethyl-
236
5000
291 12.60 12.80 13.00 13.20
193 m/z 178.10 56.10%
0 2I7 50 . 746 104 122 139 1f35 lly | | |‘I
R L e L e o L S R RRRRNRR RN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #90839: 9,10-Anthracenedione, 2-ethyl-
236

12.60 12.80 13.00 13.20
5000 m/z 167.10 49 _20%

165 193 221

AT S S E—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #90952: Benzene, 1,1'-cyclohexylidenebis-

193 236 12.60 12.80 13.00 13.20
m/z 180.05 46.28%
5000
130

0 41 ‘ 152 ‘\‘\ ‘\ 1l “ I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20

8270-BF102318.M Thu Oct 25 14:18:11 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110110.D

Aca On : 24 Oct 2018 13:04

Operator : JU/SJ

Sample : J5610-04 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 11H-Benzo[a]fluoren-11-one Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
13.78 2.08 ng 144078 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolalfluoren-11-one 230 C17H100 000479-79-8 93
2 7H-Benzldelanthracen-7-one 230 C17H100 000082-05-3 90
3 4-Pvrenecarbaldehvde 230 C17H100 022245-51-8 83
4 6H-Benzldelanthracen-6-one 230 C17H100 080252-14-8 59
5 Pyrene, 1,3-dimethyl- 230 C18H14 064401-21-4 59

Abundance Scan 1988 (13.780 min): BFllC:)kllo.D (-1986) (-) m/z 230.10 100.00%
230
5000
101 202
51 75 126145163 13.40 13.60 13.80 14.00
ol e AsL !I 22127 306325346366 | h7,7531.10  20.64%
m/z--> 50 100 150 200 250 300 350
Abundance #86241: 11H-Benzo[a]fluoren-11-one
230
5000 A SRR B SULIL R
1340 13.60 13.80 14.00
101 200 m/z 202.10 20.42%
oL 50 75 I 122 150 1 “
m/z--> 55 100 150 200 250 300 350
Abundance #86246: 7H-Benz[de]anthracen-7-one
230
13.40 13.60 13.80 14.00
5000 202 m/z 200.10 18.95%
27 50 74 101,55 150 174
m/z--> 50 160 150 200 250 300 350
Abundance #86237: 4-Pyrenecarbaldehyde e S SRR
230 13.40 13.60 13.80 14.00
20 m/z 201.10 14.16%
1
5000
100
2 50 74, | 128 150 174
mz-> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00

8270-BF102318.M Thu Oct 25 14:18:12 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110110.D

Aca On : 24 Oct 2018 13:04

Operator : JU/SJ

Sample : J5610-04 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknownl14.29 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.29 2.20 ng 152392 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7H-Benzldelanthracen-7-one 230 C17H100 000082-05-3 49
2 11H-Benzolalfluoren-11-one 230 C17H100 000479-79-8 38
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 38
4 Pentacosane 352 C25H52 000629-99-2 38
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 35

Abundance Scan 2075 (14.292 min): BF110110.D (-2072) (-) m/z 230.10 100.00%

57 230
85 202
5000

113 141 174

14.00 14.20 14.40 14.60

ol o, || 267 298318341 366386410 | 757 57.10  99.66%

m/z--> 50 100 150 200 250 300 350 400
Abundance #86246: 7H-Benz[de]anthracen-7-one
230
5000 202 LA L L L L LB LB

14.00 14.20 14.40 14.60
m/z 43.10  77.55%

27 50 74 101122 150 174

m/z--> 50 100 150 200 250 300 350 400
Abundance #86241: 11H-Benzo[a]fluoren-11-one
230
R N REEE SRS R
14.00 14.20 14.40 14.60
5000 m/z 71.10 71.14%
101 200
50 75 22 150 174 M
m/z--> 50 100 150 200 250 300 350 400
Abundance #152416: Tridecane, 1-iodo- e
57 14.00 14.20 14.40 14.60
m/z 202.10 58.04%
5000 85
28
113 183
m/z--> 50 100 150 200 250 300 350 400 14.00 14 20 14. 40 14 60

8270-BF102318.M Thu Oct 25 14:18:12 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110110.D

Aca On : 24 Oct 2018 13:04

Operator : JU/SJ

Sample : J5610-04 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Phthalic acid, bis(7-methyl... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
1469 5.84ng 404985  Chrysene-di2 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Phthalic acid. bis(7-methvloctyl. . 418 C26H4204 020548-62-3 87
2 Phthalic acid. hexvl isoporpvl e... 292 C17H2404 1000315-00-0 55

3 Phthalic acid. 3.4-dichloropheny... 422 C22H24C1204 1000315-52-0 53
4 Phthalic acid. 2-bromo-4-fluorop... 450 C22H24BrF04 1000315-63-3 53

5 Phthalic acid, dodecyl 2-ethylbu... 418 C26H4204 1000356-89-7 53
Abundance Scan 2143 (14.692 min): BF110110.D (-2139) (-) m/z 149.00 100.00%
149
5000
5 127 293 14.40 14.60 14.80 15.00
76 254 : : : .
oL, , L . i |11 199 230728 L 525 360390416 462 | Thzz 57.10  43.92%
m/z--> 100 150 200 250 300 350 400 450
Abundance #218647: Phthalic acid, bis(7-methyloctyl) ester
149
5000 LA L L L L LB LB
43 11 14.40 14.60 14.80 15.00
m/z 71.10 36.76%
Jo7 147 293
F Y | 176 1
o A 2
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #137732: Phthalic acid, hexyl isoporpyl ester
149
L e
14.40 14.60 14.80 15.00
5000 m/z 43.10 29.74%
209
43 76 lQ4 177 | 233 292
T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #219657: Phthalic acid, 3,4-dichlorophenyl 2-ethylhexy! ester I EAmEmEEE RS
149 14.40 14.60 14.80 15.00
m/z 85.10 20.94%
5000
113
L2 ’ | 186 230 261 293
— e T R B B B
m/z--> 50 100 150 200 250 300 350 400 450 14.40 14.60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110110.D

Aca On : 24 Oct 2018 13:04

Operator : JU/SJ

Sample : J5610-04 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Phthalic acid, hept-3-yl no... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

14.71 5.88 ng 407358 Chrysene-di12 14.15

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Phthalic acid. hept-3-vl nonvl e... 390 C24H3804 1000356-99-3 59
2 Phthalic acid. heptadecvl 3-meth... 474 C30H5004 1000356-81-8 59
3 Phthalic acid. nonvl trans-hex-3... 374 C23H3404 1000360-48-7 53
4 Phthalic acid. dodecvl 3-methvlb... 402 C25H3804 1000357-11-0 52
5 Phthalic acid, decyl undecyl ester 460 C29H4804 1000308-91-9 50
Abundance Scan 2146 (14.710 min): BF110110.D (-2143) (-) m/z 149.00 100.00%

149
5000
e ]1
—v—v-|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—v—v—v—v—[
293 14.40 14.60 14.80 15.00
97 126
ol .“,l. NEA (138 | 476 205220253 | 327 350383 414 446 m/z 71.10 34.33%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #207683: Phthalic acid, hept-3-yl nonyl ester
149
5000 A UL UL SR IR

14.40 14.60 14.80 15.00
m/z 57.10 28.08%

29 57 98 123 293
ot A e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #231790: Phthalic acid, heptadecyl 3-methylbutyl ester
149
R ma
14.40 14.60 14.80 15.00
5000 m/z 43.10 27.37%
71 237
oy r222 A
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #199448: Phthalic acid, nony! trans-hex-3-enyl ester A REEREEaSS
149 14.40 14.60 14.80 15.00
m/z 85.10 17 .99%
5000 82
55
20 ] Jaos__ | 203
L M N
m/z--> 50 100 150 200 250 300 350 400 450 14. 40 14. 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110110.D

Aca On : 24 Oct 2018 13:04

Operator : JU/SJ

Sample : J5610-04 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Phthalic acid, 2-methylbuty... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.82 2.42 ng 167976 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. 2-methvlbutvl oct... 488 C31H5204 1000322-82-4 53
2 1.2-Benzenedicarboxvlic acid. bi... 334 C20H3004 000146-50-9 52
3 Phthalic acid. isobutvl isohexvl... 306 C18H2604 1000308-98-1 49
4 Phthalic acid. heptvl octvl ester 376 C23H3604 088216-58-4 49
5 Phthalic acid, isohexyl isoporpy... 292 C17H2404 1000315-00-4 49
Abundance Scan 2165 (14.821 min): BF110110.D (-2162) (-) m/z 149.00 100.00%
149
5000
3 71 e
97 293 14.60 14.80 15.00 15.20
ol .J,u. l 127120 | 179204 24126777319342864386 416 450 o7 a3 10 23.10%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #233897: Phthalic acid, 2-methylbutyl octadecy! ester
149
5000 LR SR BRI SUBU IR
14.60 14.80 15.00 15.20
- 037 m/z 71.10 21.65%
P2 N .
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #172658: 1,2-Benzenedicarboxylic acid, bis(4-methylpentyl)...
149
" 14:60 14.80 15.00 15.20
5000 m/z 85.10 15.51%
0 " 4.1 ‘121 176 251
m/z--> 50 160 150 200 250 300 350 400 450
Abundance #149580: Phthalic acid, isobutyl isohexyl ester A L R REmms e
149 14.60 14.80 15.00 15.20
m/z 127.10 15.47%
5000
85
ol .3 121 | 176 2%3 251 306
m/z--> 5 100 150 200 2éo 300 350 400 450 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110110.D

Aca On : 24 Oct 2018 13:04

Operator : JU/SJ

Sample : J5610-04 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Phthalic acid, 3,3-dimethyl... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.87 2.90 ng 200952 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. bis(7-methvloctvl... 418 C26H4204 020548-62-3 78
2 Phthalic acid. 3.3-dimethvlbut-2... 376 C23H3604 1000357-00-8 59
3 Phthalic acid. 2-ethvlbutvl nonv... 376 C23H3604 1000356-89-4 59
4 Phthalic acid. dodecvl hex-3-vl ... 418 C26H4204 1000356-96-3 59
5 Phthalic acid, dodecyl nonyl ester 460 C29H4804 1000308-92-6 53
Abundance Scan 2173 (14.868 min): BF110110.D (-2171) (-) m/z 149.00 100.00%
149
5000
8 127 293 14,60 14.80 15.00 15.20
ok ,i. J Ao | 189215241263 7/ 1320 358 367 416440 | 15710 29.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #218647: Phthalic acid, bis(7-methyloctyl) ester
149
5000 LA B SULLL UL B
43 71 14.60 14.80 15.00 15.20
“ i m/z 71.10 29.27%
97 293
0"'1 Jl T "7'6'I""""ll""l""l""l
m/z--> 100 150 200 250 300 350 400
Abundance #200659: Phthalic acid, 3,3-dimethylout-2-yl nony! ester
149
14,60 14.80 15.00 15.20
5000 m/z 43.10 27.59%
43 8
oL i 123 | | 251 21° 361
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #200578: Phthalic acid, 2-ethylbutyl nony! ester AR EEEEEEEEE
149 14.60 14.80 15.00 15.20
m/z 85.10 14 .88%
5000
43
0 L‘ i \8'5 \122 [ 1 251 293
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\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110110.D

Aca On : 24 Oct 2018 13:04

Operator : JU/SJ

Sample : J5610-04 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Octacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.14 8.59 ng 420612 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Tricosane. 2-methvl- 338 C24H50 001928-30-9 87
4 Heneicosane 296 C21H44 000629-94-7 83
5 Octadecane 254 C18H38 000593-45-3 74

Abundance Scan 2389 (16.139 min): BF110110.D (-2386) (-) m/z 57.10 100.00%

i

5000 85

15.80 16.00 16.20 16.40

1113 141 169 211 238 266 291315 346 375 406428 459

O——tpih B L L L I e e e T e e e e m/z 71.10 57.47%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane
57
5000 85 LA L L L L L L |
15.80 16.00 16.20 16.40
- m/z 43.10 54.98%
oL | M2 141 169 197 205 253 281 309 337 365 394
et e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194495: Hexacosane
57
B
15.80 16.00 16.20 16.40
5000 85 m/z 85.10 44 _99%
29 113
oL [, 141 169 197 225 253 281 309 337 0 )\,r\\v~ﬂnwvm/\whyw~wwwﬂ,www
SPA 0 S P Pt L ¥
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175565: Tricosane, 2-methyl- R A REER R
43 15.80 16.00 16.20 16.40
m/z 55.10 19.08%
5000 71
oL ‘ 99 127 155 183 211 239 267 2% 323
e A e e e B e
m/z--> 50 100 150 200 250 300 350 400 450 15. 80 16. OO 16 20 16. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102418\
Data File : BF110110.D

Acq On : 24 Oct 2018 13:04

Operator : JU/SJ

Sample : J5610-04 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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]
Butane, 2-methoxy... 2.26 4.4 ng 223471 1 6.96 1021040 20.0
unknown6.73 6.73 30.5 ng 1558120 1 6.96 1021040 20.0
Pentadecane, 2,6,... 10.91 4.6 ng 227344 4 11.50 997548 20.0
o-Terphenyl 11.87 10.6 ng 526704 4 11.50 997548 20.0
unknownl12 .02 12.02 10.6 ng 528454 4 11.50 997548 20.0
4H-Cyclopenta[def... 12.12 2.5 ng 127415 4 11.50 997548 20.0
p-Dicyclohexylben... 12.34 21.8 ng 1088990 4 11.50 997548 20.0
unknownl2 .41 12.41 9.2 ng 457330 4 11.50 997548 20.0
Tricyclo[8.2.2.2(... 12.49 9.7 ng 481744 4 11.50 997548 20.0
Bicyclohexyl, 4-p... 12.55 15.1 ng 751350 4 11.50 997548 20.0
unknownl12 .57 12.57 2.7 ng 132729 4 11.50 997548 20.0
9,10-Anthracenedi... 12.86 18.2 ng 1259960 5 14.15 1385900 20.0
11H-Benzo[a]fluor... 13.78 2.1 ng 144078 5 14.15 1385900 20.0
unknownl14 .29 14.29 2.2 ng 152392 5 14.15 1385900 20.0
Phthalic acid, bi... 14.69 5.8 ng 404985 5 14.15 1385900 20.0
Phthalic acid, he... 14.71 5.9 ng 407358 5 14.15 1385900 20.0
Phthalic acid, 2-... 14.82 2.4 ng 167976 5 14.15 1385900 20.0
Phthalic acid, 3,... 14.87 2.9 ng 200952 5 14.15 1385900 20.0
Octacosane 16.14 8.6 ng 420612 6 15.68 978791 20.0
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