LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100845.D

Aca On : 23 Nov 2017 1:15

Operator : SJ/JU

Sample : 16517-01 5X

Misc :

ALS Vial : 18 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:\HPCHEM1I\BNA F\METHODS\8270-BF110817.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 5.469 572 575 585 rVB 391703 335108 13.87% 0.886%
2 6.481 744 747 756 rBV 408411 353903 14.65% 0.936%
3 6.628 768 772 775 rBV 406232 363187 15.03% 0.961%
4 6.857 807 811 815 rBV 516235 411927 17.05% 1.090%
5 7.010 834 837 841 rBV 311196 282535 11.69% 0.747%
6 7.416 903 906 910 rBV 271799 212874 8.81% 0.563%
7 8.139 1021 1029 1032 rBV 670328 544711 22.54% 1.441%
8 9.210 1208 1211 1216 rBV 457626 409051 16.93% 1.082%
9 9.404 1241 1244 1247 rVB2 98825 109379 4_.53% 0.289%
10 9.610 1276 1279 1282 rBV3 38753 39990 1.65% 0.106%
11 9.857 1318 1321 1324 rBV 62066 57120 2.36% 0.151%
12 9.898 1324 1328 1331 rVVv 683336 580201 24.01% 1.535%
13 9.928 1331 1333 1337 rVvVv 41500 43422 1.80% 0.115%
14 10.027 1347 1350 1353 rvv2 63575 60520 2.50% 0.160%
15 10.304 1394 1397 1403 rBvV5 41354 57202 2.37% 0.151%
16 10.369 1405 1408 1414 rVB2 92818 91903 3.80% 0.243%
17 10.427 1414 1418 1419 rBvV2 57581 68058 2.82% 0.180%
18 10.492 1425 1429 1430 rBvV 96721 95135 3.94% 0.252%

19 10.510 1430 1432 1434 rVV 134265 100448 4.16% 0.266%
20 10.563 1435 1441 1444 rVvVv2 157457 204946 8.48% 0.542%

21 10.592 1444 1446 1448 rVVv2 79247 70535 2.92% 0.187%
22 10.633 1450 1453 1455 rVvVv 162732 149337 6.18% 0.395%
23 10.651 1455 1456 1458 rVvVv 86520 68359 2.83% 0.181%

24 10.680 1458 1461 1466 rVB2 315305 325289 13.46% 0.860%
25 10.751 1469 1473 1475 rVV 409311 340391 14.09% 0.900%

26 10.786 1475 1479 1482 rVB3 84088 124053 5.13% 0.328%
27 10.839 1485 1488 1489 rVvVv 127507 102148 4.23% 0.270%
28 10.869 1489 1493 1495 rVB2 222651 262595 10.87% 0.695%
29 10.904 1495 1499 1503 rVB 616473 507693 21.01% 1.343%
30 10.945 1503 1506 1509 rBV 484297 463379 19.18% 1.226%

31 10.969 1509 1510 1512 rVV 105809 67253 2.78% 0.178%
32 11.033 1516 1521 1525 rBV3 337018 424473 17.57% 1.123%
33 11.122 1533 1536 1538 rVB 153921 144956 6.00% 0.383%
34 11.145 1538 1540 1544 rVB2 91837 68078 2.82% 0.180%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100845.D

Aca On : 23 Nov 2017 1:15

Operator : SJ/JU

Sample : 16517-01 5X

Misc :

ALS Vial : 18 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.180 1544 1546 1549 rBV 274259 246588 10.21% 0.652%

36 11.239 1549 1556 1559 rBV 394278 559514 23.16% 1.480%
37 11.280 1559 1563 1564 rVv2 228003 292274 12.10% 0.773%
38 11.333 1567 1572 1574 rVV2 336586 470328 19.46% 1.244%
39 11.357 1574 1576 1578 rVV3 245827 240269 9.94% 0.636%
40 11.386 1578 1581 1583 rVV2 1256484 1377519 57.01% 3.644%

41 11.427 1583 1588 1592 rVV5 876477 2131795 88.22% 5.639%
42 11.474 1592 1596 1598 rvv4 745322 1309337 54.19% 3.464%
43 11.498 1598 1600 1604 rVVv2 669440 1018606 42.16% 2.694%
44 11.533 1604 1606 1608 rVvV 519011 503080 20.82% 1.331%
45 11.563 1608 1611 1614 rVVv2 785548 1056327 43.72% 2.794%

46 11.604 1614 1618 1621 rVV2 1137337 1549300 64.12% 4.098%
47 11.639 1621 1624 1628 rVV3 710676 1258199 52.07% 3.328%
48 11.692 1628 1633 1637 rVV2 1321147 2416321 100.00% 6.392%
49 11.733 1637 1640 1643 rVV3 616477 889759 36.82% 2.354%
50 11.780 1643 1648 1649 rVV2 982266 1573400 65.12% 4.162%

51 11.798 1649 1651 1655 rvv4 813948 1292774 53.50% 3.420%
52 11.839 1655 1658 1660 rVV2 651102 1001357 41.44% 2.649%
53 11.863 1660 1662 1665 rVV 609260 836120 34.60% 2.212%
54 11.904 1667 1669 1671 rVV 548897 491424 20.34% 1.300%
55 11.927 1671 1673 1676 rVB 255656 239336 9.90% 0.633%

56 12.016 1685 1688 1691 rVV 418568 315611 13.06% 0.835%
57 12.074 1695 1698 1700 rVB2 126023 117751 4.87% 0.311%
58 12.133 1701 1708 1711 rBV4 135482 288483 11.94% 0.763%
59 12.186 1714 1717 1721 rBV 860655 973188 40.28% 2.574%
60 12.245 1724 1727 1730 rVB4 154549 167304 6.92% 0.443%

61 12.474 1764 1766 1769 rVB4 207487 165493 6.85% 0.438%
62 12.510 1769 1772 1775 rBv4 111863 161908 6.70% 0.428%
63 12.598 1784 1787 1791 rVB 446250 399556 16.54% 1.057%
64 12.686 1800 1802 1806 rBvV4 85756 104210 4_.31% 0.276%
65 12.727 1807 1809 1811 rVVZ2 89450 83756 3.47% 0.222%

66 12.757 1811 1814 1821 rVB4 134816 182102 7.54% 0.482%
67 12.833 1821 1827 1831 rBV 462312 563786 23.33% 1.491%
68 12.968 1847 1850 1852 rBV 317661 280773 11.62% 0.743%
69 12.998 1852 1855 1857 rVV3 63464 62593 2.59% 0.166%
70 13.133 1875 1878 1880 rBV3 122431 150238 6.22% 0.397%

71 13.263 1897 1900 1902 rVB 137946 130997 5.42% 0.347%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100845.D

Aca On : 23 Nov 2017 1:15

Operator : SJ/JU

Sample : 16517-01 5X

Misc :

ALS Vial : 18 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:\HPCHEM1I\BNA F\METHODS\8270-BF110817 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 13.292 1902 1905 1910 rVB4 112497 141628 5.86% 0.375%
73 13.445 1929 1931 1933 rBV2 105615 99844 4._.13% 0.264%
74 13.504 1939 1941 1944 rVB 101453 73465 3.04% 0.194%

75 13.674 1968 1970 1973 rVB2 153067 126419 5.23% 0.334%

76 13.798 1989 1991 1994 rBV5 109302 125969 5.21% 0.333%
77 13.880 2002 2005 2009 rVB5 116100 132248 5.47% 0.350%
78 14.027 2026 2030 2032 rVV2 421031 490076 20.28% 1.296%
79 14.057 2032 2035 2040 rVB3 325917 475617 19.68% 1.258%
80 14.186 2054 2057 2062 rVB3 187574 237418 9.83% 0.628%

81 14.239 2063 2066 2068 rBV3 131842 153732 6.36% 0.407%
82 14.363 2084 2087 2091 rVB3 226263 240538 9.95% 0.636%
83 14.415 2093 2096 2100 rVB4 165465 217192 8.99% 0.575%
84 14.486 2105 2108 2113 rBV5 116282 149743 6.20% 0.396%
85 14.533 2113 2116 2119 rBV4 196482 234441 9.70% 0.620%

86 14.610 2126 2129 2132 rBV3 112554 130750 5.41% 0.346%
87 14.710 2143 2146 2150 rBV3 152903 223565 9.25% 0.591%
88 14.839 2165 2168 2173 rVB2 170001 232895 9.64% 0.616%
89 15.039 2199 2202 2204 rBV 102901 122614 5.07% 0.324%
90 15.068 2204 2207 2210 rVvVv 142580 184885 7.65% 0.489%

91 15.174 2222 2225 2229 rVB2 117554 142074 5.88% 0.376%
92 15.268 2237 2241 2246 rBV6 45651 98388 4_.07% 0.260%
93 15.321 2247 2250 2255 rVB5 49298 67650 2.80% 0.179%
94 15.374 2255 2259 2261 rBV 128453 152653 6.32% 0.404%
95 15.433 2266 2269 2275 rVB 200738 242360 10.03% 0.641%

96 15.498 2275 2280 2284 rBV2 342300 450942 18.66% 1.193%
97 16.968 2525 2530 2540 rVB2 91023 178962 7.41% 0.473%

98 17.203 2566 2570 2576 rVB2 21261 39431 1.63% 0.104%

99 17.415 2600 2606 2612 rVB 79277 157104 6.50% 0.416%

100 17.656 2643 2647 2653 rVB4 17332 39499 1.63% 0.104%
Sum of corrected areas: 37803637
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100845.D

Aca On : 23 Nov 2017 1:15

Operator : SJ/JU

Sample : 16517-01 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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: BF100845.D

1500000

1000000

500000 547

0L 742

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00

e S

7.50

Abundance TIC: BF100845.D

1500000

1000000

8.14

500000

Ol g e

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

12.50

13.00 13.50

Abundance TIC: BF100845.D

1500000

1000000

500000

16.97 17.42

17.200 p " 17.66

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

o T

18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100845.D

Aca On : 23 Nov 2017 1:15

Operator : SJ/JU

Sample : 16517-01 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.63 Concentration Rank 6

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

6.63 17.63 ng 363187 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 772 (6.628 min): BF100845.D (-768) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 N e BRO BRY 7RO
401 540 6.20 6.40 6.60 6.80 7.00
o....,....|'!...,::..,.:I.|,..7.53,0....,..!.,.1??.?....,...., b m/z 68.10  34.24%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 R UL AR I
6.20 6.40 6.60 6.80 7.00
210 510 m/z 134.00 32.03%
1 H 1 750 L
OH'W'“'V'“l“'w'“'w'“l“'w'“'w'“l“'w'“'l'“ T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 20.49%
41.0 97.0
53.0 . 117.0
0 ' 107.0
R SRS IULIL SIS SURILRE I UL SIS B AL S SRR B
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine T AR B e
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 _.39%
97.0
5000 0.0
31.0 52.0
o | Ty . 860 | 107.0116.0
m/z--> 30 40 5'0 6|0 7'0 80 90 100 110 120 130 140 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100845.D

Aca On : 23 Nov 2017 1:15

Operator : SJ/JU

Sample : 16517-01 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownll.56 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.56 15.34 ng 1056330 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methanone. cvclopentvlphenvl- 174 C12H140 005422-88-8 25
2 Benzene. 1-(1-heptvldodecvIl)-4-m... 358 C26H46 055191-36-1 22
3 3-Chlorophenvl-_beta.-phenvlprop... 260 C15H13CI102 023522-74-9 17
4 2-Ethvl-1-(l-phenvlethvDaziridi... 311 C19H21NOS 114950-91-3 12
5 Valerophenone, 4-methyl-2-phenyl- 252 C18H200 020736-42-9 10
Abundance Scan 1611 (11.563 min): BF100845.D (-1608) (-) m/z 105.10 100.00%
106.1
5000
S DT T 113 1140 1160 1180
bbb g L 2517 2821259.22883 1 Tp/z 91.10  24.70%
m/z--> 50 100 150 200 250 300 350
Abundance #41092: Methanone, cyclopentylphenyl-
105.0
5000 LR DRI BRI BUMRLE B
.0 1120 11.40 11.60 11.80
51.0 1330 1740 m/z 43.10 14 .09%
Una U“-w% '|""'|"M S DR UL UL B
m/z--> 50 100 150 200 250 300 350
Abundance
105.0
11.20 1140 11.60 11.80
5000 m/z 133.10 12.16%
203.0
o 40 90 131.0 161.0 231.02°9.0 358.0
m/z--> 50 100 150 200 250 300 350
Abundance #110718: 3-Chlorophenyl-.beta.-phenylpropionate R R AR Raa s s
105.0 11.20 11.40 11.60 11.80
m/z 71.10 11.49%
5000 133.0
77.0
51.0
I 0 O N - B e
m/z--> 50 100 150 200 250 300 350 11,20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100845.D

Aca On : 23 Nov 2017 1:15

Operator : SJ/JU

Sample : 16517-01 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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, (1,1,4,6,6-pentame... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.60 22.49 ng 1549300 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1.1.4.6.6-pentamethvlh... 246 C18H30 055134-07-1 72
2 Pentadecane. 2-methvl-2-phenvl- 302 C22H38 029138-94-1 59
3 Benzene. (l.1-dimethvildecvI)- 246 C18H30 027854-40-6 59
4 Benzene. (1.1-dimethvinonvl)- 232 C17H28 055191-25-8 59
5 p-Menthane, 2,3-dibromo-8-phenyl- 372 C16H22Br2 1000152-61-6 53
Abundance Scan 1617 (11.598 min): BF100845.D (-1614) (-) m/z 119.10 100.00%
119.1
5000 911
it 5 ‘ 147.1 175.2 202 2 231 2 260 2 288 3 112'0' 1140 1160 1180 1200
Obrrrrprrrr e b el 2472 002 202.2 2312 2602 2883 | Tyz 91.10  37.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99278: Benzene, (1,1,4,6,6-pentamethylhepty!)-
119.0
5000 AR BML SURBULE ISR I
1120 11.40 11,60 11.80 12.00
570 90 m/z 105.10 27 .38%
0 29.0 ‘ 147.0 175.0 2460
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
119.0
11.20 11,40 11,60 11.80 12.00
5000 m/z 41.10 11.40%
41.0 91.0
0, 15.0 65.0 145.0 175.0 210.0 245.0 302.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99265: Benzene, (1,1-dimethyldecyl)- RRRE S s e e
119.0 11.20 11.40 11.60 11.80 12.00
m/z 43.10 11.17%
5000
44.0 o0
ol 160 i 67.0 \ Ll 1590 1890 2460
m/z--> ﬁo 40 60 85 100 120 140 160 180 200 220 240 260 280 300 1120 11.40 11,60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100845.D

Aca On : 23 Nov 2017 1:15

Operator : SJ/JU

Sample : 16517-01 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 3-Chlorophenyl-_beta.-pheny... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.64 18.27 ng 1258200 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chlorophenvl-_.beta.-phenvlprop... 260 C15H13CI102 023522-74-9 53
2 3-Phenvlpropionic acid. 2-bromo-... 322 C15H12BrF02 1000299-02-3 50
3 Benzene. l-ethvl-4-(l-methvlethvl)- 148 C11H16 004218-48-8 50
4 3-Phenvlpropionic acid. pentaflu... 316 C15H9F502 1000354-73-7 50
5 1H-Benzimidazol-2-amine 133 C7H7N3 000934-32-7 47
Abundance Scan 1624 (11.639 min): BF100845.D (-1621) (-) m/z 105.10 100.00%
105.1
133.1
5000
57.1 TTTTprTTTT T T T T T T T T
189.2 259 3 11.40 11.60 11.80 12.00
olerrrrrredieel B9OL k4 ISLLT T omp PO 2883 o ias 0 74, 07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #110718: 3-Chlorophenyl-.beta.-phenylpropionate
105.0
5000 133.0 L B SULRLE UL IR
11.40 11.60 11.80 12.00
77.0 m/z 91.10 52.81%
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
105.0
133.0 R e o i o
11.40 11.60 11.80 12.00
5000 m/z 119.10 25.65%
070 510 70 1610 190.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #22812: Benzene, 1-ethyl-4-(1-methylethyl)- i B S mE s R
133.0 11.40 11.60 11.80 12.00
m/z 57.10 16.42%
5000 105.0
150 410 770 | | ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100845.D

Aca On : 23 Nov 2017 1:15

Operator : SJ/JU

Sample : 16517-01 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Benzene, (1,l1-dimethylnonyl)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.69 35.08 ng 2416320 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l.l1-dimethvlnonvl)- 232 C17H28 055191-25-8 83
2 Benzene. (1l.1-dimethvldecvI)- 246 C18H30 027854-40-6 83
3 Benzene. (1.1.4.6.6-pentamethvlh... 246 C18H30 055134-07-1 83
4 Dicumvl peroxide 270 C18H2202 000080-43-3 78
5 3-Methylbenzoic acid, 2,5-dichlo... 280 C14H10CI1202 1000325-71-3 72
Abundance Scan 1633 (11.692 min): BF100845.D (-1628) (-) m/z 119.10 100.00%
119.1
5000
PR 1140 1160 1160 100
O e 8L L4 | 1471 1782 2187 2602 2883 o110 16.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #87790: Benzene, (1,1-dimethylnonyl)-
119.0
5000 L LN UL IR R
11:40 11.60 11.80 12.00
91.0 m/z 120.10 10.26%
0m04ﬂ)%0 . | 147.0 175.0 2%0
m/z--> 20 40 60 85 100 120 140 160 180 200 220 250 260 280
Abundance
119.0
11,40 1160 11.80 12.00
5000 m/z 105.10 9.39%
91.0
ol16.0 0 69,0 159.0 189.0 246.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99278: Benzene, (1,1,4,6,6-pentamethylheptyl)- e
119.0 11.40 11.60 11.80 12.00
m/z 41.10 8.22%
5000
91.0
57.0
ol 229, | | 1470 175.0 246.0
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 250 260 280 1140 11.60 11.80 12.00

8270-BF110817.M Mon Nov 27 13:14:52 2017 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100845.D

Aca On : 23 Nov 2017 1:15

Operator : SJ/JU

Sample : 16517-01 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 1H-Indol-3-o0l, acetate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.73 12.92 ng 889759 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indol-3-0l. acetate 175 C10H9NO2 000608-08-2 59
2 Azetidin-2-one. 1l-benzvl-4_alpha... 175 C11H13NO 004391-83-7 50
3 1.1.3.3-Tetramethvl-1.3-di-n-pro... 218 C10H260Si2 018001-73-5 45
4 6-Aminoindazole 133 C7H7N3 006967-12-0 42
5 Benzene, l-isocyanato-2-methyl- 133 C8H7NO 000614-68-6 40
Abundance Scan 1639 (11.727 min): BF100845.D (-1637) (-) m/z 133.10 100.00%
138.1
91.1 175.2
5000
57.1 WA S
259.3 11.40 11.60 11.80 12.00
Ottt o b 2032 L2872 0 Tm/z 175.20  62.85%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #41790: 1H-Indol-3-ol, acetate
138.0
5000 L DU UL UL RS
175.0 1140 11.60 11.80 12.00
430  77.0 104.0 m/z 91.10 61.03%
0 III"""'I"'l“l""l"''I""I""IIIII RS SR B B D
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
91.0
133.0 11.40 1160 11.80 12.00
5000 m/z 105.10 34.01%
39.0 650 175.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #75276: 1,1,3,3-Tetramethyl-1,3-di-n-propyldisiloxane B BAREE B e
138.0 11.40 11.60 11.80 12.00
m/z 57.10 26.90%
5000
175.0
73.0
0 103.0 ‘ 203 0
m/z--> 40 60 80 100 150 140 160 180 200 220 240 260 280 300 1140 11.60 11.80 12.00

8270-BF110817.M Mon Nov 27 13:14:52 2017

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100845.D

Aca On : 23 Nov 2017 1:15

Operator : SJ/JU

Sample : 16517-01 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Tridecane, 2-methyl-2-phenyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.78 22.84 ng 1573400 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 2-methvl-2-phenvl- 274 C20H34 027854-41-7 86
2 Pentadecane. 2-methvl-2-phenvl- 302 C22H38 029138-94-1 83
3 Benzene. (1.1.4.6.6-pentamethvlh... 246 C18H30 055134-07-1 78
4 Benzene. (1.1-dimethvinonvl)- 232 C17H28 055191-25-8 64
5 Benzene, (1,1-dimethyldecyl)- 246 C18H30 027854-40-6 64
Abundance Scan 1648 (11.780 min): BF100845.D (-1643) (-) m/z 119.10 100.00%
119.1
5000
411 ant 11.40 1160 11.80 12.00
Obrrrrprrrr 2 b b 247 1752 2032 2453 2883 1 sz 91.10 16.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #122975: Tridecane, 2-methyl-2-phenyl-
119.0
5000 AL IR BN SULEL R
11.40 11.60 11.80 12.00
41.0 91.0 m/z 120.10 9.76%
ol15.0, | 650 \ . 145.0 1750 2030 2310 2740
m/z--> ﬁo Jo éo 85 100 120 140 160 180 200 220 240 260 280 300
Abundance
119.0
11.40 11.60 11.80 12.00
5000 m/z 41.10 7.24%
41.0 91.0
0,150 65.0 145.0 175.0 210.0 245.0 302.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99278: Benzene, (1,1,4,6,6-pentamethylheptyl)- IR e e o
119.0 11.40 11.60 11.80 12.00
m/z 118.10 5.12%
5000
91.0
57.0
0 29.0) 7 | 147.0 175.0 2460
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240 260 280 300 11140 11.60 11.80 12.00

8270-BF110817.M Mon Nov 27 13:14:53 2017

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100845.D

Aca On : 23 Nov 2017 1:15

Operator : SJ/JU

Sample : 16517-01 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Benzene, (1-hexylheptyl)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.80 18.77 ng 1292770 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1-hexvlheptvl)- 260 C19H32 002400-01-3 53
2 Benzene. (l-hexvloctvl)- 274 C20H34 004534-54-7 50
3 Benzene. (l-propvlheptvl)- 218 C16H26 004537-12-6 40
4 Benzene. (l-propvloctvl)- 232 C17H28 004536-86-1 38
5 1H-Tetrazol-5-amine, 1-(phenylme... 175 C8HON5 031694-90-3 35
Abundance Scan 1651 (11.798 min): BF100845.D (-1649) (-) m/z 91.10 100.00%
911
5000
133.1 175.2
43.1 2743 11.40 11.60 11.80 12.00 12.20
Obrprrrrrhrr ot ek b e B2 383 Tm/z 105.10  30.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #111012: Benzene, (1-hexylheptyl)-
91.0
5000 AR B SURBLLN IS
1140 11.60 11.80 12.00 12.20
175.0 m/z 175.20 28.25%
43.0 |11 260.0
Obrprtre o2 b A 2000 2350
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
91.0
11,40 11.60 11.80 12.00 12.20
5000 m/z 133.10 24 .67%
175.0
o 430 690 117.0 1470 203.0 274.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #75974: Benzene, (1-propylheptyl)- IR e e e
91.0 11.40 11.60 11.80 12.00 12.20
m/z 189.20 11.31%
5000
133.0
0 410 e50 | | 1750 2180
miz> 20 40 60 80 100 130 140 160 180 200 250 240 250 280 30 | | 1140 1160 1180 1200 1220

8270-BF110817.M Mon Nov 27 13:14:53 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100845.D

Aca On : 23 Nov 2017 1:15

Operator : SJ/JU

Sample : 16517-01 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownll.84 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.84 14.54 ng 1001360 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l-butvlhexadecvIl)- 358 C26H46 002400-04-6 45
2 Benzene. (1l-butvinonvl)- 260 C19H32 004534-50-3 45
3 Benzene. (1l-butvlihexvl)- 218 C16H26 004537-11-5 38
4 Benzene. (1-butvlheptvl)- 232 C17H28 004537-15-9 38
5 Benzene, (1-butyloctyl)- 246 C18H30 002719-63-3 38
Abundance Scan 1658 (11.839 min): BF100845.D (-1655) (-) m/z 91.10 100.00%
911
5000
147.1
41.1 217.2 11.60 11.80 12.00 12.20
ot dby A a1 PP 248 aps S0 20 64t
m/z--> 50 100 150 200 250 300 350
Abundance #189630: Benzene, (1-butylhexadecyl)-
91.0
5000 LR B SURRLN UL SR
147.0 11,60 11.80 12.00 12.20
43.0 m/z 97.10 16.95%
0126.0) H [y q1190 . 175.0203.0231.0259.0 301.0329 0358.0
m/z--> 50 100 150 200 250 300 350
Abundance
91.0
" 11160 11.80 12,00 12.20
5000 m/z 92.10 8.86%
147.0
41.0 119.0 175.0203.0 260.0
Ol T T e e T e T T
m/z--> 50 100 150 200 250 300 350
Abundance #75970: Benzene, (l—butylhexyl)— LA L L L L L B
91.0 11.60 11.80 12.00 12.20

m/z 41.10 7.30%

5000

147.0
41.0 glgo 1760 2180

N A e e

m/z--> 50 100 150 200 250 300 350 11.60 11.80 12.00 12 20

8270-BF110817.M Mon Nov 27 13:14:54 2017
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100845.D

Aca On : 23 Nov 2017 1:15

Operator : SJ/JU

Sample : 16517-01 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownll1.86 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.86 12.14 ng 836120 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Toluic acid. tridec-2-vnvl ester 314 C21H3002 1000292-51-7 9
2 Benzoic acid. 3-methvl-. 2-propv... 254 C17H1802 1000355-71-1 9
3 Benzene. (l1l.1-dimethvldecvl)- 246 C18H30 027854-40-6 9
4 Pentadecane. 2-methvl-2-phenvl- 302 C22H38 029138-94-1 9
5 1,3-Benzenediol, o-(2-methylbenz... 352 C22H2404 1000330-73-9 9
Abundance Scan 1662 (11.863 min): BF100845.D (-1660) (-) m/z 119.10 100.00%
119.1
5000
431 711 11.60 11.80 12.00 12.20
Orrrrprrrephrrtprrirp o0 14311661 2032 2432 2883 n777120.10  10.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #156742: o-Toluic acid, tridec-2-ynyl ester
119.0
5000 L L BN UL IR
nmnmnmnm
m/z 43.10 6.49%
. 410 650 0 | 1430 1g70
m/z--> 25 4b eb 85 160 150 150 1éo 180 200 250 240 2éo 2éo
Abundance
119.0
1160 11.80 12,00 12.20
5000 m/z 71.10 4.72%
91.0
. 200 650 254.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99264. Benzene, (l,l—dlmethyldecyl)— LI L L L LB L
119.0 11.60 11.80 12.00 12.20
m/z 41.10 4.04%
5000
41.0 91.0
0,150, || 690 | |, | 1410 1750 207.0 2460
m/z--> 25 4b eb 85 160 150 150 160 180 200 220 240 2éo 2éo 1160 1180 1200 1220

8270-BF110817.M Mon Nov 27 13:14:55 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100845.D

Aca On : 23 Nov 2017 1:15

Operator : SJ/JU

Sample : 16517-01 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownl2.76 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.76 7.43 ng 182102 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propan-1-one. 1-(4-benzooxazol-2... 287 C16H21N302 1000311-26-8 9
2 Piperidine-2.5-dione 113 C5H7NO2 052065-78-8 9
3 1-Pentanol. 3-methvl-2-propvl- 144 C9H200 054004-40-9 9
4 Disulfide. bis(1.1.3.3-tetrameth... 290 C16H34S2 029956-99-8 9
5 Caprolactam 113 C6H11NO 000105-60-2 8
Abundance Scan 1815 (12.763 min): BF100845.D (-1811) (-) m/z 57.10 100.00%
57.1 147.1
113.1
5000 175.2
2592 rrrrrryrrrryrrrTry T TTTT
| esal] | | 20 os12 | 28735054 12.40 12,60 12.80 13.00
Ol -,..l..,.-.'.'.-*.:-. ELRN DA m/z 147.10 98.20%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320
Abundance #133719: Propan-1-one, 1-(4-benzooxazol-2-ylpiperazin-1-yl...
57.0
147.0
5000 287.0 B B e o e e
12.40 12.60 12.80 13.00
202.0 531 m/z 113.10 49 _.58%
85.0 119.0 h73 0 ‘
Ouuluu‘l‘h‘.“ m ‘\”H .‘.“l. ””\ I”HI .‘l.. PR R S —— |l|||||||||||||
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320
Abundance
30.0 113.0
1240 12.60 12.80 13.00
5000 m/z 175.20 38.38%
56.0 85.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #21167: 1-Pentanol, 3-methyl-2-propyl- R AR EEEEE T
57.0 12.40 12.60 12.80 13.00
m/z 161.10 26.42%
5000
0 R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12,40 12.60 12.80 13.00

8270-BF110817.M Mon Nov 27 13:14:55 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100845.D

Aca On : 23 Nov 2017 1:15

Operator : SJ/JU

Sample : 16517-01 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 wunknownl14.19 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.19 9.69 ng 237418 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.4-diethvl-2-methvl- 148 C11H16 013632-94-5 35
2 1.1.3.3-Tetramethvl-1.3-dioctvld... 358 C20H460Si2 018642-94-9 35
3 Benzene. (l-propvldecvl)- 260 C19H32 004534-51-4 22
4 1-Bromo-1.4.4a.5.8.8a-hexahvdron... 212 C10H13Br 1000192-97-4 14
5 1-(3-Methylbutyl)-2,4,6-trimethy... 190 C14H22 016204-65-2 12
Abundance Scan 2058 (14.192 min): BF100845.D (-2054) (-) m/z 133.10 100.00%
431 g1q I3B1
169.1 273.3
5000
| |\ \ sooL 35033863 | | 1380 14100 140 1440 1460
QLN ¥ 0 ¥ 1 11 m/z 119.10 99.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #22797: Benzene, 1,4-diethyl-2-methyl-
138.0
5000 LRSI SO BASURN L B
13.80 14.00 14.20 14.40 14.60
9L.0 m/z 43.10 92.77%
39.0 |
0 L S L UL UL S
m/z--> 50 100 150 200 250 300 350 400
Abundance
133.0
s o 13180 14100 14120 14140 14160
5000 ' m/z 91.10 81.81%
. 43.0 730 171.0201.0 343.0
mz-> 50 100 150 200 250 300 350 400
Abundance #111013: Benzene, (1-propyldecyl)- R e e e
91.0 13.80 14.00 14.20 14.40 14.60
m/z 57.10 66 .78%
5000
133.0
0 441H.0n | I 175.0 21\7'0 260.0
m/z--> 50 100 150 200 250 300 350 400 13.80 14.00 14.20 14.40 14.60

8270-BF110817.M Mon Nov 27 13:14:56 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100845.D

Aca On : 23 Nov 2017 1:15

Operator : SJ/JU

Sample : 16517-01 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownl4.36 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14 .36 9.82 ng 240538 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-(1-decvlundecvl)-1.4-... 400 C29H52 055373-91-6 18
2 Succinic acid. 6-ethvloct-3-vl p... 468 C29H5604 1000324-93-2 14
3 5-Chloro-2-nitrobenzvl alcohol. ... 333 C10H5CIF5N0O4 1000364-26-3 14
4 Tolcapone 273 C14H11NO5 134308-13-7 14
5 3-(4-Cyanomethyl-1H-pyrrol-3-yl)... 159 C9HON3 106491-24-1 11
Abundance Scan 2087 (14.363 min): BF100845.D (-2084) (-) m/z 105.10 100.00%
105.1
57.1
5000 973.3
147.1 1891 U A B AR
231, 3503 400.4 14.00 14.20 14.40 14.60
o ..\,J.L.'!. 163 m/z 119.10 67.06%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #212433: Benzene, 2-(1-decylundecyl)-1,4-dimethyl-
119.0
5000 L DAL BB BRI I B
mmmmmmmm
259.0 m/z 57.10 64.29%
43.0 400.0
0 .|, 830 159.0 217.0 | 2940 .
miz--> 0 55 160 1%0 260 250 300 3%0 460
Abundance
119.0
14.00 14.20 14.40 14.60
0
5000 570 m/z 91.10 58.48%
211.0 329.0
o 157.0 255 0 397.0
miz--> 0 55 160 1%0 260 250 300 3%0 460
Abundance #171191: 5-Chloro-2-nitrobenzyl alcohol, pentafluoropropionat R e EEmE
119.0 14.00 14.20 14.40 14.60
287.0 m/z 43.10 49 _.50%
5000
75.0 170.0
o350 J{ ‘nl Ll [ m 233.0 333.0
miz--> 0 5'0 1(')0 150 2(')0 251;0 3(')0 3%0 4(')0 14. 00 14 20 14. 40 14|60 '

8270-BF110817.M Mon Nov 27 13:14:57 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100845.D

Aca On : 23 Nov 2017 1:15

Operator : SJ/JU

Sample : 16517-01 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Chrysene, l1-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.42 8.86 ng 217192 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Chrvsene. l-methvl- 242 C19H14 003351-28-8 50
2 Benzlalanthracene. 1-methvl- 242 C19H14 002498-77-3 47
3 Triphenvlene. 2-methvl- 242 C19H14 001705-84-6 42
4 2-Methvichryvsene 242 C19H14 003351-32-4 30
5 Chrysene, 6-methyl- 242 C19H14 001705-85-7 30
Abundance Scan 2097 (14.421 min): BF100845.D (-2093) (-) m/z 105.10 100.00%
105.
57.1
5000 273.3
1471 2032 S —
| | J \ | 242.4 | F15'3 374, 14.20 14.40 14.60 14.80
ol ol Ll g b5l L 25 L Y Ths77119.100 91.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #96039: Chrysene, 1-methyl-
242.0
5000 LI S B UM B

14.20 14.40 14,60 14.80
m/z 57.10 72.67%

120.0
ol 510 870 | 1630 2020
— T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
242.0
s e RRmaS R S
14.20 14.40 14.60 14.80
5000 m/z 43.10 53.86%
300 780 90,44 1890
T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #96045: Triphenylene, 2-methyl- RS EmmEs o L
242.0 14.20 14.40 14.60 14.80
m/z 273.30 50.67%
5000
121.0
440 87.0 7] 163.0 200.0 1
— T T T T T s R e S
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100845.D

Aca On : 23 Nov 2017 1:15

Operator : SJ/JU

Sample : 16517-01 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownl4.53 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.53 9.57 ng 234441 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Crinan-1-ol. (1.alpha.)- 273 C16H19NO3 041928-89-6 22
2 Tetracvclol6.1.0.0(2.4).0(5.7)In... 288 C21H36 078578-98-0 18
3 6-tert-butvl-2.4-dimethviphenol.... 274 C14H17F302 1000376-41-4 11
4 Thiocvanic acid. 1.1.3-trimethvl... 233 C14H19NS 1000293-27-7 11
5 Silane, dimethylnonyloxybutyloxy- 274 C15H3402Si 1000356-04-6 10
Abundance Scan 2115 (14.527 min): BF100845.D (-2113) (-) m/z 273.30 100.00%
431 278.3
119.1
5000
, 433 4003 14.20 14.40 14.60 14.80
(o} : m/z 43.10 81.36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #121917: Crinan-1-ol, (1.alpha.)-
278.0
5000 L UL UL B SULRE
1420 14.40 14.60 14.80
m/z 57.10 76.32%
173.02020 4$
o NJIW\ I N
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0 259.0
217.0 T
1190 161.0 1420 14.40 14.60 14.80
5000 ' m/z 119.10 71.31%
83.0 288.0
e L L L WL UL LA UL
m/z--> 50 100 150 200 250 300 350 400
Abundance #122447: 6-tert-butyl-2,4-dimethylphenol, trifluoroacetate... R AEmEEEE L
259.0 14.20 14.40 14.60 14.80
m/z 133.10 54_.67%
5000
69.0 130.0
.0
oL ‘.“ L] | LIJIHL. JQ“I{%6,2'9}53‘3]0?%5;9 N — e —
m/z--> 50 100 150 200 250 300 350 400 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100845.D

Aca On : 23 Nov 2017 1:15

Operator : SJ/JU

Sample : 16517-01 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownl14.71 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.71 9.12 ng 223565 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Urea. 1-(3.5-dimethvl-T1.2.401tri... 273 C13H15N502 1000316-83-5 38
2 Isoxazole-3-carboximidamide. N"-... 259 C13H13N303 263869-49-4 38
3 1H-Cvclopentalalphenanthrene. 17... 414 C30H54 000474-20-4 35
4 Tolcapone 273 C14H11NO5 134308-13-7 30
5 1H-Indene-4-acetic acid, 6-(1,1-... 274 C18H2602 055591-15-6 18
Abundance Scan 2146 (14.710 min): BF100845.D (-2143) (-) m/z 119.10 100.00%
118.1
259.2

57.1

5000

14.40 14.60 14.80 15.00

0 m/z 259.20 80.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #121617: Urea, 1-(3,5-dimethyl-[1,2,4]triazol-4-yl)-3-(2-m...
119.0
5000 LN LI L L L L L LN |
42.0 14.40 14.60 14.80 15.00
0
b 273.0 m/z 105.10 77.99%
L O O L=
m/z--> 50 100 150 200 250 300 350 400
Abundance
119.0
e A RERREEEES
14.40 14.60 14.80 15.00
5000 m/z 57.10 73.82%
43.0
o 83.0 150.0 188.0 226.0259.0
— T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #217467: 1H- Cyclopenta[a]phenanthrene 17-(1,5-dimethylhex... e A RERREEEES
190. 259.0 14.40 14.60 14.80 15.00
m/z 133.10 65.57%
5000 69.0 109.0
50.0
414.0
301.0 369.0
m/z--> 50 100 150 200 250 300 350 400 14. 40 14. 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100845.D

Aca On : 23 Nov 2017 1:15

Operator : SJ/JU

Sample : 16517-01 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownl4.84 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.84 10.33 ng 232895 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tolcapone 273 C14H11NO5 134308-13-7 25
2 Benzene. 1-(bromomethvIl)-4-(l-me... 212 C10H13Br 073789-86-3 16
3 Urea. N-(3-methvlbenzovl)-N"-(5-... 259 C13H13N303 1000320-00-2 11
4 2.5-Pvrrolidinedione. 1-I(2-meth... 233 C12H11NO4 110920-14-4 11
5 Diazoxon 288 C12H21N204P 000962-58-3 11
Abundance Scan 2168 (14.839 min): BF100845.D (-2165) (-) m/z 57.10 100.00%
57.1  105.1
273.3
5000
" 14.60 14.80 15.00 15.20
ol sl m/z 105.10 95.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #121656: Tolcapone
119.0
273.0
5000 L B B L B
mmmmmmmm
oo 182.0 m/z 119.10 89.49%
0= iﬂl' "‘l"‘l e ??qq "M L NN DAL SR
m/z--> 50 100 150 200 250 300 350 400
Abundance
119.0
" 14.60 14.80 15.00 15.20
5000 m/z 43.10 74 .58%
39.0 77.0
214.0
e L L A WL U W UL UL
m/z--> 50 100 150 200 250 300 350 400
Abundance #109669: Urea, N-(3-methylbenzoyl)-N'-(5-methyl-3-isoxazolyl) b RREmE EE e
119.0 14.60 14.80 15.00 15.20
m/z 273.30 73.10%
5000
65.0 ‘ 259.0
0 H " JH | i 1730 2150
m/z--> 5'0 1(')0 1éo 2(')0 250 3(')0 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:\HPCHEMI1\BNA_F\DATA\BF112217\
Data File : BF100845.D

Acq On : 23 Nov 2017 1:15

Operator : SJ/JU

Sample : 16517-01 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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 .63 6.63 17.6 ng 363187 1 6.86 411927 20.0
unknownll .56 11.56 15.3 ng 1056330 4 11.39 1377520 20.0
Benzene, (1,1,4,6... 11.60 22.5 ng 1549300 4 11.39 1377520 20.0
3-Chlorophenyl-_b... 11.64 18.3 ng 1258200 4 11.39 1377520 20.0
Benzene, (1,1-dim... 11.69 35.1 ng 2416320 4 11.39 1377520 20.0
1H-Indol-3-0l, ac... 11.73 12.9 ng 889759 4 11.39 1377520 20.0
Tridecane, 2-meth... 11.78 22.8 ng 1573400 4 11.39 1377520 20.0
Benzene, (1-hexyl... 11.80 18.8 ng 1292770 4 11.39 1377520 20.0
unknownll.84 11.84 14.5 ng 1001360 4 11.39 1377520 20.0
unknownll .86 11.86 12.1 ng 836120 4 11.39 1377520 20.0
unknownl2.76 12.76 7.4 ng 182102 5 14.03 490076 20.0
unknownl14 .19 14.19 9.7 ng 237418 5 14.03 490076 20.0
unknownl14 .36 14.36 9.8 ng 240538 5 14.03 490076 20.0
Chrysene, 1-methyl- 14.42 8.9 ng 217192 5 14.03 490076 20.0
unknownl14 .53 14.53 9.6 ng 234441 5 14.03 490076 20.0
unknownl14 .71 14.71 9.1 ng 223565 5 14.03 490076 20.0
unknownl14 .84 14.84 10.3 ng 232895 6 15.50 450942 20.0
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