LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085120.D

Acq On : 2 Mar 2016 15:36

Operator : SJ/1Z

Sample : H1620-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF030116.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 height area % max. total
1 3.281 84 87 91 rBvV 44013 85369 1.55% 0.104%
2 3.933 141 144 149 rBvY 104256 152401 2.77% 0.185%
3 5.190 248 254 258 rVB 332411 392022 7.12% 0.476%
4 5.522 280 283 287 rBv2 50203 66286 1.20% 0.081%
5 5.590 287 289 292 rBV 2166649 2209859 40.13% 2.684%
6 6.036 323 328 330 rBv4 54246 103524 1.88% 0.126%
7 6.607 375 378 380 rvv 1778820 1753401 31.84% 2.130%
8 6.756 389 391 394 rBV 3840780 3993786 72.52%  4.851%
9 6.824 396 397 399 rvB 53055 71055 1.29% 0.086%
10 6.882 399 402 403 rBv2 47847 93870 1.70% 0.114%
11 6.916 403 405 406 rBvV 59158 66009 1.20% 0.080%

12 6.996 409 412 414 rBV 1082002 1290333 23.43% 1.567%
13 7.053 414 417 421 rVB 243041 295495 5.37% 0.359%
14 7.156 423 426 427 rVB 2878621 4112892 74.68% 4.996%

15 7.179 427 428 430 rBvV 88965 90394 1.64% 0.110%
16 7.339 439 442 443 rBV2 120334 148707 2.70% 0.181%
17 7.385 445 446 448 rBV2 51987 95039 1.73% 0.115%
18 7.430 448 450 453 rBV3 83524 89160 1.62% 0.108%

19 7.510 453 457 458 rBV2 442832 760060 13.80% 0.923%
20 7.556 458 461 462 rVV 3175436 3429554 62.27% 4.166%

21 7.579 462 463 467 rVB3 306717 429833 7.80% 0.522%
22 7.647 467 469 470 rBvV 113590 163096 2.96% 0.198%
23 7.682 470 472 474 rVB3 160136 296101 5.38% 0.360%
24 7.762 477 479 481 rBV3 104159 197655 3.59% 0.240%
25 7.853 481 487 488 rBvV 800249 1629589 29.59% 1.980%

26 7.933 491 494 497 rBV3 265491 559474 10.16% 0.680%
27 7.990 497 499 501 rBV2 179406 262317 4._.76% 0.319%
28 8.025 501 502 503 rBvV 171625 179511 3.26% 0.218%
29 8.059 503 505 506 rvB 284981 268620 4._.88% 0.326%
30 8.082 506 507 509 rvB2 100360 111277 2.02% 0.135%

31 8.127 509 511 513 rVvB2 87298 133303 2.42% 0.162%
32 8.219 515 519 522 rBV3 466208 1250619 22.71% 1.519%
33 8.276 522 524 526 rBV 1813756 1581046 28.71% 1.921%
34 8.310 526 527 528 rVB 203508 139606 2.53% 0.170%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085120.D

Acq On : 2 Mar 2016 15:36

Operator : SJ/1Z

Sample : H1620-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 8.402 531 535 537 rBv2 457812 745462 13.54% 0.906%

36 8.470 537 541 542 rBv4 269003 556876 10.11% 0.676%
37 8.528 542 546 549 rBV6 627912 1443163 26.21% 1.753%
38 8.573 549 550 552 rBv2 101467 84901 1.54% 0.103%
39 8.653 554 557 559 rvB3 377381 640702 11.63% 0.778%
40 8.710 559 562 565 rBvV5 408520 1215454 22.07% 1.476%

41 8.802 568 570 572 rvB2 288763 422799 7.68% 0.514%
42 8.870 572 576 578 rBv4 659638 1528252 27.75% 1.856%
43 8.905 578 579 582 rBv3 250223 307885 5.59% 0.374%
44 8.962 582 584 586 rBv3 289318 537414 9.76% 0.653%
45 9.008 586 588 589 rBvV 274336 441409 8.02% 0.536%

46 9.053 589 592 593 rBv2 487792 745235 13.53% 0.905%
47 9.088 593 595 596 rBV 570598 857027 15.56% 1.041%
48 9.156 599 601 603 rBv2 418488 731815 13.29% 0.889%
49 9.202 603 605 610 rvB5 573036 1397316 25.37% 1.697%
50 9.282 610 612 616 rBv3 650755 1781185 32.34% 2.164%

51 9.362 616 619 621 rBVY 3666459 5507152 100.00% 6.690%
52 9.465 626 628 631 rBv4 329677 672216 12.21% 0.817%
53 9.522 631 633 637 rBv4 687510 1480862 26.89% 1.799%
54 9.693 644 648 650 rBv4 712995 1917636 34.82% 2.329%
55 9.739 650 652 654 rvv2 898863 1699532 30.86% 2.065%

56 9.785 654 656 660 rvv4 623891 1343123 24.39%% 1.632%
57 9.853 660 662 663 rvv 295617 373604 6.78% 0.454%
58 9.956 670 671 674 rVB3 543935 830891 15.09% 1.009%
59 10.036 674 678 681 rBV 2044487 3418186 62.07% 4._.152%
60 10.105 683 684 686 rvv2 409872 728940 13.24% 0.885%

61 10.139 686 687 688 rvVB 897033 614916 11.17% 0.747%
62 10.173 688 690 691 rBvV 560322 758620 13.78% 0.922%
63 10.391 707 709 711 rBV3 551832 837404 15.21% 1.017%
64 10.436 711 713 715 rVvv3 997776 1640481 29.79%% 1.993%
65 10.516 718 720 723 rVB4 341654 549471 9.98% 0.667%

66 10.653 730 732 734 rBV3 616880 1116745 20.28% 1.357%
67 10.768 740 742 745 rBV2 414233 772967 14.04% 0.939%
68 10.836 745 748 752 rVvv3 2585052 3757856 68.24% 4 _565%
69 10.905 752 754 755 rVB 610176 571389 10.38% 0.694%
70 10.939 755 757 760 rBv2 519300 829156 15.06% 1.007%

71 11.522 806 808 810 rvB2 1080954 1453552 26.39% 1.766%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085120.D

Acq On : 2 Mar 2016 15:36

Operator : SJ/1Z

Sample : H1620-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 11.865 836 838 840 rvB2 661815 877726 15.94% 1.066%
73 12.311 875 877 879 rBvV 459614 698137 12.68% 0.848%
74 12.402 883 885 886 rvv 548156 755018 13.71% 0.917%
75 12.425 886 887 894 rvB 1001530 1167544 21.20% 1.418%

76 12.551 894 898 906 rvB4 686286 2378823 43.20% 2.890%
77 12.848 922 924 927 rBV 749725 762091 13.84% 0.926%
78 13.111 945 947 949 rVB 3264935 2916945 52.97% 3.543%
79 14.162 1037 1039 1041 rVB 1099067 922841 16.76% 1.121%
80 15.648 1166 1169 1172 rBV 726561 1029164 18.69% 1.250%

Sum of corrected areas: 82321146
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF030216\

BF085120.D

2 Mar 2016 15:36

SJ/1Z

H1620-08

16 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085120.D

Acq On : 2 Mar 2016 15:36

Operator =: SJ/1Z

Sample : H1620-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown6.76 Concentration Rank 1

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

6.76 61.90 ng 3993790 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 391 (6.756 min): BF085120.D (-389) (-) m/z 132.05 100.00%
132
5000 68
40 % J 6.40 6.60 6.80 7.00
54 . . : :
0 .'Z?...I,’ﬂ.o?.l.lf.. || m/Z 68.10  46.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR SRR S SR
6.40 6.60 6.80 7.00
2 51 m/z 134.10 32.84%
0 ‘ L1 H | jg 1
L I UL S I S DL L UL I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00
5000 m/z 66.05 29.51%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl e
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 18.65%
5000 og 116
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??.
m/z--> 20 40 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085120.D

Acq On : 2 Mar 2016 15:36

Operator =: SJ/1Z

Sample : H1620-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Hexanoic acid, 3,5,5-trimet... Concentration Rank 3

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

7.85 20.61 ng 1629590 Naphthalene-d8 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 64
2 3,3-Dimethylheptanoic acid 158 C9H1802 067061-30-7 38
3 1-Pentene, 4,4-dimethyl- 98 C7H14 000762-62-9 32
4 Diethyldivinylsilane 140 C8H16Si 018270-16-1 27
5 2-Nonen-4-one, 2-methyl- 154 C10H180 002903-23-3 22

Abundance Scan 487 (7.853 min): BF085120.D (-481) (-) m/z 57.10 100.00%
57
83
5000 M
103
111 125 7.60 7.80 8.00 8.20
o..,....,....,....|i:|.'.‘.‘?..”:',|....,....,.!..,9..3.'.,':|...,'.... A e M7z 83.10  72.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28805: Hexanoic acid, 3,5,5-trimethyl-
57
41
5000 83
7.60 7.80 8.00 8.20
103 m/z 41.10 39.24%
125
. M jas || € 5, 11 % 143 s
m/z--> 10 20 30 Jo 50 60 fo éo 50 100 110 120 130 150 150 160
Abundance
57
760 7.80 8.00 8.20
5000 83 m/z 55.10 23.66%
41
29 103
oL 15 69 95 , 115125 143 g9
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #3305: 1-Pentene, 4,4-dimethyl- Al BAR T S S
57 7.60 7.80 8.00 8.20
m/z 56.10 22 .44%
5000 41
29
83
| ‘ " i ?O ‘ 98
S B B LA A AL R RN AN AR LARAS LARR) SR ARAN UARRI SRS R UL L L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085120.D

Acq On : 2 Mar 2016 15:36

Operator =: SJ/1Z

Sample : H1620-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown8.22 Concentration Rank 8

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

8.22 15.82 ng 1250620 Naphthalene-d8 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 43
2 Cyclohexene, 1l-methyl- 96 C7H12 000591-49-1 43
3 Furan, 2-ethyl- 96 C6H80 003208-16-0 43
4 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 38
5 1-Chloro-4-methylcyclohexane 132 C7H13ClI 000931-68-0 38

Abundance Scan 519 (8.219 min): BF085120.D (-515) (-) m/z 81.10 100.00%
g1
55 97
5000 41
69
2 133141 154 7.80 8.00 8.20 8.40 8.60
o} m/z 97.10 59.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #2829: Cyclohexene, 3-methyl-
81
5000 RIS A RS R R
55 68 96 7.80 8.00 8.20 8.40 8.60
- m/z 55.10 59.01%
0'W}?PJ“”JL”WA”P”W”“M”W””P”W””P”W””P”W””P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
81
7.80 8.00 8.20 840 8.60
5000 67 9% m/z 41.10 47 .89%
55
39
ol 15 27 47
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #2739: Furan, Z-Ethyl- [T T T[T T r[Trrr[rrrr[rm
il 7.80 8.00 8.20 8.40 8.60
m/z 96.10 42 _.26%
5000 96
53
39
27
0'W}?PJW”Jﬂ”W“”Pfi””ﬂ”ﬁ”“P”W””P”W””P”W””P” [Trrrfrr e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085120.D

Acq On : 2 Mar 2016 15:36

Operator =: SJ/1Z

Sample : H1620-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 2,7-Octadiene, 4-methyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
8.40 9.43 ng 745462 Naphthalene-d8 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,7-Octadiene, 4-methyl- 124 C9H16 1000061-78-0 55
2 Pentane, 3-methylene- 84 C6H12 000760-21-4 25
3 1-Methylcycloheptene 110 C8H14 055308-20-8 25
4 2-Pentene, 4-methyl-, (2)- 84 C6H12 000691-38-3 25
5 2-Pentene, 3-methyl-, (2)- 84 C6H12 000922-62-3 25
Abundance Scan 535 (8.402 min): BF085120.D (-531) (-) m/z 69.10 100.00%

5000

8.00 8.20 8.40 8.60 8.80
m/z 55.10 66.17%

o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #10317: 2,7-Octadiene, 4-methyl-
41 55
69
5000 | AL LI L L L L L L L L
82 8.00 8.20 8.40 8.60 8.80
9% m/z 41.10 62.99%
109
0 H ‘\M H H ‘ ‘\ | 124
T T T R I T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
41 69
55 IIIIIIIIIIIIIIIIIIIIIII
84 8.00 8.20 8.40 8.60 8.80
5000 m/z 67.10 57 .49%
27
0 15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #5782: 1-Methylcycloheptene B B e
67 8.00 8.20 8.40 8.60 8.80
m/z 96.10 50.71%
95
81
5000 39 110
27 53
o,,,,‘,“H‘ “,,,,,,,,, bt —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 800 8.20 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085120.D

Acq On : 2 Mar 2016 15:36

Operator =: SJ/1Z

Sample : H1620-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown8.53 Concentration Rank 5

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

8.53 18.26 ng 1443160 Naphthalene-d8 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1,1,3,4-tetramethy... 126 C9H18 020309-77-7 38
2 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 35
3 1,1,4-Trimethylcyclohexane 126 C9H18 007094-27-1 35
4 Cyclooctane, ethyl- 140 C10H20 013152-02-8 35
5 Methoxyacetic acid, 2-ethylcyclo... 200 C11H2003 1000282-69-7 35

Abundance Scan 546 (8.528 min): BF085120.D (-542) (-) m/z 69.10 100.00%
5000
R R R e
8.20 8.40 8.60 8.80
176
ol 13166 m/z 111.10  69.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11269: Cyclopentane, 1,1,3,4-tetramethyl-, trans-
69 83
41
55 111
5000 AR RN U AR
8.20 8.40 8.60 8.80
m/z 55.10 68.58%
O "'lH"“Lﬂl'J'h'”H" ??I' A }?§' [ SRR UL U
m/z--> 20 40 60 100 120 140 160 180
Abundance
69
41 55 111 '820 840 8.60 880
5000 m/z 41.10 58.35%
27 8 126
15
s L L L UL L UL S B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11212: 1,1,4-Trimethylcyclohexane e B
69 111 8.20 8.40 8.60 8.80
m/z 87.10 41.26%
5000 a1 5
27
U }?I e .MW "'I""f?' -91 T '|{%§' [ SRR UL U R R LU
m/z--> 20 40 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085120.D

Acq On : 2 Mar 2016 15:36

Operator =: SJ/1Z

Sample : H1620-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown8.71 Concentration Rank 9

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

8.71 15.38 ng 1215450 Naphthalene-d8 8.28

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (CyclopropyD)trivinylsilane 150 C9H14Si 1000109-93-8 43
2 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 35
3 Cyclopentane, 2-ethylidene-1,1-d... 124 C9H16 056324-66-4 14

4 Carbonochloridothioic acid, S-ph... 172 C7H5CI0S
5 Ethanone, 1-(1,4-dimethyl-3-cycl... 152 C10H160

013464-19-2 12
043219-68-7 12

Abundance Scan 562 (8.710 min): BF085120.D (-559) (-) m/z 109.10 100.00%
109
83
41 55
5000
121 187 155 e
8.40 8.60 8.80 9.00
170
o b2t m/z 83.10  66.45%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23522: (Cyclopropyltrivinylsilane
109
55 83
5000 95 TT T[T T T T [T T T T[T I T T [TTITT]
8.40 8.60 8.80 9.00
" 43 69 ‘ 122 m/z 55.10 58.25%
ob ‘”.ﬂM.Mq.WM.MuUW‘“”,a...“...,..”,....“
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
109
R M ma
8.40 8.60 8.80 9.00
5000 83 m/z 41.10 56.91%
41 55
- & 9% 124
15 140
ol il e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10389: Cyclopentane, 2-ethylidene-1,1-dimethyl- R B LA M e e
109 8.40 8.60 8.80 9.00
m/z 97.10 49 .96%
67
5000 a1
81
55 ‘ 124
0 “ m““ Wl \9\5 \
e e e e e e A
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00

8270-BF030116.-M Thu Mar 03 17:54:37 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085120.D

Acq On : 2 Mar 2016 15:36

Operator =: SJ/1Z

Sample : H1620-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Tricyclo[5.2.1.0(2,6)]dec-3... Concentration Rank 4

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

8.87 19.33 ng 1528250 Naphthalene-d8 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricyclo[5.2.1.0(2,6)]dec-3-en-1... 148 C10H120 1000289-10-5 97
2 4,7-Methano-5H-inden-5-one, 3,3a... 148 C10H120 014888-58-5 81
3 4,7-Methano-1H-inden-1-one, 2,3,... 148 C10H120 086105-40-0 64
4 Tricyclo[4.2.1.1(2,5)]dec-3-en-9... 150 C10H140 070220-93-8 52
5 Bicyclo[2.2.1]hept-2-ene, 5-ethy... 120 C9H12 016219-75-3 50

Abundance Scan 576 (8.870 min): BF085120.D (-572) (-) m/z 66.10 100.00%
6b
79 91

5000

8.60 8.80 9.00 9.20

161 174

(o} m/z 91.10 69.77%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #21755: Tricyclo[5.2.1.0(2,6)]dec-3-en-10-one
86 79
39 91
148
5000 LI L L L L B
105 8.60 8.80 9.00 9.20
m/z 79.10 69.27%
L
OHPHWHJ“”ﬂLLJ.unnhuwﬁnJHMJJL”NL”“”JHHPHWHHP.
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
148
66 79 91 A B e R
8.60 8.80 9.00 9.20
5000 39 105 m/z 82.10 57.38%
27
55 119 133

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #21775: 4,7-Methano-1H-inden-1-one, 2,3,3a,4,7,7a-hexahydro- R B R
66 8.60 8.80 9.00 9.20

m/z 148_.10 55.88%

5000
39 82
27 > | ‘ 91 105115 133 148

Ol prrtt ettt el R

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 8.60 8.80 9.00 9.20

8270-BF030116.-M Thu Mar 03 17:54:38 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085120.D

Acq On : 2 Mar 2016 15:36

Operator =: SJ/1Z

Sample : H1620-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown9.05 Concentration Rank 19

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

9.05 9.43 ng 745235 Naphthalene-d8 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cyclopenten-1-one, 3,4-dimethyl- 110 C7H100 030434-64-1 49
2 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1000142-17-5 47
3 Furan, 2-ethyl-5-methyl- 110 C7H100 001703-52-2 47
4 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 47
5 Cyclohexene, 1,2-dimethyl- 110 C8H14 001674-10-8 43

Abundance Scan 592 (9.053 min): BF085120.D (-589) (-) m/z 95.10 100.00%
95
110
69
5000 n
81
124 141 880 9.00 920 9.40
ol b 193169 182 1 hs7910.10 0 68.59%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5717: 2-Cyclopenten-1-one, 3,4-dimethyl-
95
67 110
5000 R AL LR A R
39 880 9.00 920 9.40
m/z 69.10 54 _.03%
53 82
0|....‘l“..‘.‘“.|.“l‘..‘l“...lluu“..luuuuluuu.|....|...
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
95
67 880 9.00 920 9.40
5000 m/z 111.10 53.09%
55
41 82 110
L L L L UL UL UL W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5673: Furan, 2-ethyl-5-methyl- A BAR T S  S
95 8.80 9.00 9.20 9.40
110 m/z 55.10 51.53%
5000 43
67
0 |2 s |
S L L L L UL UL WAL B R R L S
m/z--> 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40

8270-BF030116.-M Thu Mar 03 17:54:39 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085120.D

Acq On : 2 Mar 2016 15:36

Operator =: SJ/1Z

Sample : H1620-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown9.16 Concentration Rank 20

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

9.16 9.26 ng 731815 Naphthalene-d8 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 47
2 Triallylsilane 152 C9H16Si 001116-62-7 43
3 Cyclohexane, 2,4-diethyl-1-methyl- 154 C11H22 061142-70-9 43
4 1-Octyn-3-ol, 3-methyl- 140 C9H160 023580-51-0 35
5 Cyclopentane, butyl- 126 C9H18 002040-95-1 35

Abundance Scan 601 (9.156 min): BF085120.D (-599) (-) m/z 69.10 100.00%
5000 4 2 83 e
94 111 136 SN
150 169 8.80 9.00 9.20 9.40
0 S R A M oY S m/z 125.15 52.51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17396: Cyclohexane, 1,1,3,5-tetramethyl-, cis-
9 125
41 83
5000 55 AL A N UL I
8.80 9.00 9.20 9.40
27 m/z 55.10 47 .09%
“ ‘\\ Qb 97 113 | 140
0 e LA B WL BRI BUR AL UL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
69
o 880 9.00 9.0 9.40
5000 43 m/z 41.10 41.17%
111
% 9% 124 151
L S L L W L L BN DU S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25879: Cyclohexane, 2,4-diethyl-1-methyl- A AT o
69 8.80 9.00 9.20 9.40
m/z 83.10 39.34%
5000 55 83 125
41
0 ¥ ‘\ m oL 9 100 | 139 154
m/z--> 20 i 60 85 160 120 140 160 180 ' 880 9.00 9.20 9.40

8270-BF030116.-M Thu Mar 03 17:54:40 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085120.D

Acq On : 2 Mar 2016 15:36

Operator =: SJ/1Z

Sample : H1620-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 11 1-Ethyl-5-methylcyclopentene Concentration Rank 14

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

9.28 10.42 ng 1781190 Acenaphthene-d10 10.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethyl-5-methylcyclopentene 110 C8H14 097797-57-4 55
2 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 49
3 Cyclohexene, 4-ethyl- 110 C8H14 003742-42-5 41
4 Cyclohexene, 1l-ethyl- 110 C8H14 001453-24-3 38
5 3-(2-Hydroxycyclohexyl)-furan 166 C10H1402 118959-04-9 35

Abundance Scan 612 (9.282 min): BF085120.D (-610) (-) m/z 81.10 100.00%
5000
9.00 9.20 9.40 9.60
0 198 207 m/z 159.10 49.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5842: 1-Ethyl-5-methylcyclopentene
81
95
5000 67
110 9.00 9.20 9.40 9.60
07 9 53 m/z 95.10 48.81%
0 |}?|||||||||||||||||||||||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
81
900 9.20 9.40 9.60
5000 67 9% m/z 41.10 39.72%
110
39
53
15 27
G A S I SR WL L S L BN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5787: Cyclohexene, 4-ethyl- T
8 9.00 9.20 9.40 9.60
m/z 69.10 33.90%
5000 54
41
67
27 ‘ ‘ 95 110
0'}?wh'wh'wtww'Hm"'w'k'w"'w"'w"'w"'w"' U L L L U
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

8270-BF030116.-M Thu Mar 03 17:54:41 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085120.D

Acq On : 2 Mar 2016 15:36

Operator =: SJ/1Z

Sample : H1620-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknownl0.94 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.94 11.41 ng 829156 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-(5,6,7,8-Tetrahydro-1-naphtyl)... 204 C13H1602 013052-96-5 46
2 2-Propenoic acid, 3-phenyl-, 1-m._.. 190 C12H1402 007780-06-5 32
3 Propanoic acid, 2-[4-(1-buten-3-... 204 C13H1602 1000162-33-3 22
4 2-Butene, 3-chloro-1-phenyl-, (Z2)- 166 C10H11CI 016608-68-7 22
5 3-Pentenoic acid, 4-phenyl- 176 C11H1202 053774-19-9 16
Abundance Scan 757 (10.939 min): BF085120.D (-755) (-) m/z 131.10 100.00%
131
91
5000 57 105,47 " 176
43 71 161 190 TTTTrTTT rrrryrrrrTTT 1
204 10.60 10.80 11.00 11.20
o 218 240 m/z 91.10 45.96%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #58519: 3-(5,6,7,8-Tetrahydro-1-naphtyl)propionic acid
31
5000 144 A SRR SN B B
204 10,60 10.80 11.00 11.20
91 115 186 m/z 105.10 42 .16%
s o0 a0 o e 1 13 T 1% 18 3 5 ke
Abundance
131
. 10.60 10.80 11.00 11.20
5000 43 77 103 m/z 117.10 36.53%
27 190
o 59 91 119 172
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #58510: Propanoic acid, 2-[4-(1-buten-3-yl)phenyl]- s B
131 10.60 10.80 11.00 11.20
159 m/z 115.10 36.13%
5000 143 204
55 91 117
105
mz-> 20 4b eb 85 160 150 150 160 180 200 220 240 10,60 10.80 11.00 11.20

8270-BF030116.-M Thu Mar 03 17:54:42 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085120.D

Acq On : 2 Mar 2016 15:36

Operator =: SJ/1Z

Sample : H1620-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.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 15 Benzoic acid, 3,5-bis(1,1-d... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.87 12.08 ng 877726 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid, 3,5-bis(1,1-dimeth... 250 C15H2203 001421-49-4 60
2 2-Chromancarboxylic acid, 6-amin... 235 C12H13NO4 030095-82-0 50
3 4,5"-Bipyrimidine, 4°,6-bis(meth... 250 C10H10N4S2 059549-36-9 49
4 6,7,8,9-Tetrahydro-1,2,3-trimeth... 250 C15H2203 1000242-60-6 46
5 2,4,6(1H,3H,5H)-Pyrimidinetrione... 250 C13H18N203 000726-79-4 38

Abundance Scan 838 (11.865 min): BF085120.D (-836) (-) m/z 235.20 100.00%
235
135
5000
57 91 185 207 LI N B R R B TTT7T T T 1T TT 7171
ﬁ L | 105 121| 14717917? | 22 | 2T0264 11.60 11.80 12.00 12.20
0..',.'..".,.'.'.“"" I .:!,."l.'..,'l...':',.".'..,!'I..",'... e m/z 135.10 66.81%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #88416: Benzoic acid, 3,5-bis(1,1-dimethylethyl)-4-hydroxy-
235
5000 L B B BN SULR
11,60 11.80 12.00 12.20
. 250 m/z 91.10 26.55%
ﬂl 7791 1151 175 191 ‘ 219 ‘
e R e e R R R R
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
235
162 S
135 11.60 11.80 12.00 12.20
5000 m/z 207.10 25.31%
79
o 92 147 189
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #87937: 4,5-Bipyrimidine, 4',6-bis(methylthio)- T
3 11.60 11.80 12.00 12.20
m/z 57.10 17.52%
5000
208
ﬂ5 76 107 131 149 176 1?3 ] ZTO
0::l‘:hlu||‘|‘|“||||‘H|||||‘||||‘|||||‘l‘||||||||||||||||||| A R EEE B
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 11,60 11.80 12.00 12.20

8270-BF030116.-M Thu Mar 03 17:54:43 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085120.D

Acq On : 2 Mar 2016 15:36

Operator =: SJ/1Z

Sample : H1620-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknownl2.31 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

12.31 9.61 ng 698137 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 m-Phenoxybenzoic acid 214 C13H1003 003739-38-6 46
2 Benzoic acid, 4-phenoxy- 214 C13H1003 002215-77-2 38
3 Benzenamine, 2-nitro-N-phenyl- 214 C12H10N202 000119-75-5 35
4 Pyridine, 4-[(4-nitrophenyl)meth... 214 C12H10N202 001083-48-3 30
5 1H-Indole-1-carboxylic acid, 3-c... 214 C12H10N202 115610-85-0 30

Abundance Scan 877 (12.311 min): BF085120.D (-875) (-) m/z 214.10 100.00%

214
5000 153

12.00 12.20 12.40 12.60

236 256273288

0 m/z 153.10 49_.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65484: m-Phenoxybenzoic acid
214
5000 12.00 12.20 12,40 12.60
169 196
77 m/z 149.10 45 _66%
28 51 | 98115 ]
O e e T T T T e T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
214
R R EamEsmmaas
12.00 12.20 12.40 12.60
5000 m/z 169.10 37.50%
197

»7 51 77 o4 115 141 169

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65361: Benzenamine, 2-nitro-N-pheny!l- R B
214 12.00 12.20 12.40 12.60
167 m/z 152.10 36.44%
5000
51 77
197
RN PURVE - B '3 R I et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. OO 12. 20 12. 40 12 60

8270-BF030116.-M Thu Mar 03 17:54:44 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085120.D

Acq On : 2 Mar 2016 15:36

Operator =: SJ/1Z

Sample : H1620-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 m-Phenoxybenzoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.40 10.39 ng 755018 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 m-Phenoxybenzoic acid 214 C13H1003 003739-38-6 53
2 Pyridine, 2-methyl-3-(3-nitrophe... 214 C12H10N202 052583-59-2 43
3 1,4-Naphthalenedione, 2-hydroxy-... 214 C13H1003 029366-41-4 42
4 1,1"-Biphenyl, 3,3"-dimethoxy- 214 C14H1402 006161-50-8 38
5 1-Fluoro-4-nitro-3-trimethylsily... 229 C9H12FNO3Si 1000278-67-6 38
Abundance Scan 885 (12.402 min): BF085120.D (-883) (-) m/z 214.10 100.00%
214
168
5000

12.00 12.20 12.40 12.60 12.80
232249 270285 m/z 168.10 53.04%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65484: m-Phenoxybenzoic acid
214
5000 | LIRS LI L L L L L L L
169 196 12.00 12.20 12.40 12.60 12.80
m/z 169.10 40.46%
51 7 141
28 < | .15 | | g
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
214
A RERREREERE
167 12.00 12.20 12.40 12.60 12.80
5000 m/z 153.10 25.15%
55 75 10157 139 196
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65514: 1,4-Naphthalenedione, 2-hydroxy-3-(1-propenyl)- R e e R R
214 12.00 12.20 12.40 12.60 12.80
m/z 152.10 18.90%
76 199
5000 115 171

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 00 12. 20 12. 40 12 60 12. 80

8270-BF030116.-M Thu Mar 03 17:54:45 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085120.D

Acq On : 2 Mar 2016 15:36

Operator =: SJ/1Z

Sample : H1620-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknownl2.43 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.43 16.06 ng 1167540 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2-(1-methylethenyl)- 168 C13H12 003710-23-4 46
2 m-Phenoxybenzoic acid 214 C13H1003 003739-38-6 43
3 Pyridine, 4-[(4-nitrophenyl)meth._.. 214 C12H10N202 001083-48-3 38
4 1,1"-Biphenyl, 2,2"-dimethoxy- 214 C14H1402 004877-93-4 38
5 Benzenamine, 4-nitro-N-phenyl- 214 C12H10N202 000836-30-6 35
Abundance Scan 887 (12.425 min): BF085120.D (-886) (-) m/z 214.10 100.00%
214
168
5000
153
128 199
51 76 98 12.20 12.40 12.60 12.80
o 36 11 183 234248 266 282 m/z 168.10 74 17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #34882: Naphthalene, 2-(1-methylethenyl)-
168
5000 183 ' 12.20 12:40 12.60 12,80
128 m/z 169.10 36.96%
0 15 39 63 \8\\3 101 bl m
m/z--> 20 40 60 80 100 120 150 160 180 200 220 240 260 280
Abundance
214
' 12.20 12:40 12.60 12,80
5000 m/z 153.10 35.19%
169 196

77
og 91 08 115

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #65370: Pyridine, 4-[(4-nitrophenyl)methyI]- AR Baa T e

214 12.20 12.40 12.60 12.80
167 m/z 152.10 28.30%

5000
51 115 139 184

P IS T WOTIC FO R T W

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

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085120.D

Acq On : 2 Mar 2016 15:36

Operator =: SJ/1Z

Sample : H1620-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknownl2.55 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.55 32.73 ng 2378820 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyridine, 3-methyl-4-(3-nitrophe... 214 C12H10N202 040035-70-9 46
2 1,1"-Biphenyl, 3,4"-dimethoxy- 214 C14H1402 084591-12-8 46
3 m-Phenoxybenzoic acid 214 C13H1003 003739-38-6 46
4 1H-Indole-1-carboxylic acid, 3-c... 214 C12H10N202 115610-85-0 43
5 1,4-Naphthalenedione, 2-hydroxy-... 214 C13H1003 029366-41-4 42

Abundance Scan 898 (12.551 min): BF085120.D (-894) (-) m/z 214.10 100.00%

214
5000 168

12.20 12.40 12.60 12.80
229

| 244 271287 m/z 168.10 42.01%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #65380: Pyridine, 3-methyl-4-(3-nitrophenyl)-
214
167

5000

12.20 12.40 12.60 12.80
m/z 169.10  40.09%

63
gg 115 139

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
214
e o R
12.20 12.40 12.60 12.80
5000 m/z 199.10 33.19%
171 199
o 44 63 77 92107 1?8 156
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65484: m-Phenoxybenzoic acid R B R,
214 12.20 12.40 12.60 12.80
m/z 153.10 33.14%
5000
169 196
141
oLo28 S | eus || |
R AR L R B L L A e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085120.D

Acq On : 2 Mar 2016 15:36

Operator =: SJ/1Z

Sample : H1620-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.85 16.52 ng 762091 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 81

Abundance Scan 924 (12.848 min): BF085120.D (-922) (-) m/z 73.10 100.00%
43 78
5000 129 Nﬂxw_
"' 1260 12,80 13.00 13.20
0 m/z 43.10 91.86%
m/z--> 50 100 150 200 250 300
Abundance #108843: Octadecanoic acid
43 73
5000 129 RIS SN SUNILN SRR B
12.60 12.80 13.00 13.20
97 185 oy 284 m/z 60.10 82.51%
ok, .2% "“I Wil ‘.‘il-$.7.‘ .“. \2}:?\' .|.26.7.. ———
m/z--> 50 100 150 200 250 300
Abundance
43 73
"' 1260 12,80 13.00 13.20
5000 m/z 57.10 81.12%
129 242
97 199
0 154171 225
m/z--> 55 160 1%0 260 2%0 360 '
Abundance #75071: Tetradecanoic acid L o o T
73 12.60 12.80 13.00 13.20
43 m/z 55.10 68.54Y%
185 228
Wi o]
oL 2 Al | peotes | o | e
m/z--> 50 100 150 200 250 300 12.60 12.80 13.00 13.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085120.D

Acq On : 2 Mar 2016 15:36

Operator : SJ/1Z

Sample : H1620-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .76 6.76 61.9 ng 3993790 1 7.00 1290330 20.0
Hexanoic acid, 3,... 7.85 20.6 ng 1629590 2 8.28 1581050 20.0
unknown8 .22 8.22 15.8 ng 1250620 2 8.28 1581050 20.0
2,7-Octadiene, 4-_.. 8.40 9.4 ng 745462 2 8.28 1581050 20.0
unknown8 .53 8.53 18.3 ng 1443160 2 8.28 1581050 20.0
unknown8.71 8.71 15.4 ng 1215450 2 8.28 1581050 20.0
Tricyclo[5.2.1.0(.-.. 8.87 19.3 ng 1528250 2 8.28 1581050 20.0
unknown9 .05 9.05 9.4 ng 745235 2 8.28 1581050 20.0
unknown9.16 9.16 9.3 ng 731815 2 8.28 1581050 20.0
1-Ethyl-5-methylc. .. 9.28 10.4 ng 1781190 3 10.04 3418190 20.0
unknown10.94 10.94 11.4 ng 829156 4 11.52 1453550 20.0
Benzoic acid, 3,5... 11.87 12.1 ng 877726 4 11.52 1453550 20.0
unknownl12 .31 12.31 9.6 ng 698137 4 11.52 1453550 20.0
m-Phenoxybenzoic ... 12.40 10.4 ng 755018 4 11.52 1453550 20.0
unknownl12 .43 12.43 16.1 ng 1167540 4 11.52 1453550 20.0
unknownl12 .55 12.55 32.7 ng 2378820 4 11.52 1453550 20.0
Octadecanoic acid 12.85 16.5 ng 762091 5 14.16 922841 20.0
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