LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086744.D

Acq On > 7 May 2016 00:52

Operator : UM/SJ

Sample : H2770-09

Misc :

ALS Vial : 19 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-BF050416_.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 4.887 244 245 253 rBY 120529 229758 3.96% 0.256%
2 5.310 280 282 290 rBV 2600769 2695030 46.40% 2.999%
3 5.721 317 318 326 rVvB3 31991 68805 1.18% 0.077%
4 5.859 326 330 333 rBvY 93834 166093 2.86% 0.185%
5 6.156 354 356 359 rvB 120122 118327 2.04% 0.132%
6 6.316 368 370 372 rBV 49436 77964 1.34% 0.087%
7 6.361 372 374 382 rVV 1532350 1751842 30.16% 1.950%
8 6.476 382 384 387 rBV 3726329 4618380 79.52% 5.140%
9 6.659 397 400 402 rBvV2 104635 207316 3.57% 0.231%
10 6.704 402 404 410 rVB 1233841 1225246 21.10% 1.364%
11 6.784 410 411 415 rVB 64305 80195 1.38% 0.089%

12 6.864 415 418 422 rBV2 4442179 5808097 100.00% 6.464%
13 6.956 424 426 428 rVB 152836 151277 2.60% 0.168%
14 7.047 431 434 437 rBV3 121254 297404 5.12% 0.331%
15 7.173 442 445 447 rVB2 96055 168629 2.90% 0.188%

16 7.242 448 451 452 rBV2 494638 637529 10.98% 0.709%
17 7.276 452 454 456 rVV 3040091 4258907 73.33% 4._.740%
18 7.310 456 457 460 rVB3 192024 199529 3.44% 0.222%
19 7.356 460 461 463 rVB2 67222 79123 1.36% 0.088%
20 7.402 463 465 466 rBvV 137275 155766 2.68% 0.173%

21 7.436 466 468 469 rVB2 71773 62004 1.07% 0.069%
22 7.482 469 472 475 rVB 492130 538302 9.27% 0.599%
23 7.664 484 488 491 rVB 954929 1214140 20.90% 1.351%
24 7.733 491 494 496 rBV 1242255 1585304 27.29% 1.764%
25 7.824 498 502 505 rVB3 165237 440859 7.59% 0.491%

26 7.882 505 507 509 rBv2 95797 133354 2.30% 0.148%
27 7.996 509 517 520 rBV2 1468732 3846041 66.22% 4._.280%
28 8.144 526 530 532 rvB4 337068 568154 9.78% 0.632%
29 8.190 532 534 535 rBV 394629 471222 8.11% 0.524%
30 8.247 536 539 540 rvv 407953 745165 12.83% 0.829%

31 8.270 540 541 544 rVB3 555934 642947 11.07% 0.716%
32 8.316 544 545 546 rVB 227191 155739 2.68% 0.173%
33 8.384 548 551 553 rBvV2 624890 1169759 20.14% 1.302%
34 8.464 553 558 560 rBv2 969777 1427995 24.59% 1.589%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086744.D

Acq On > 7 May 2016 00:52

Operator : UM/SJ

Sample : H2770-09

Misc :

ALS Vial : 19 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-BF050416 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 8.499 560 561 562 rVB 311812 213903 3.68% 0.238%

36 8.533 562 564 567 rvVB3 236620 276561 4.76% 0.308%
37 8.590 567 569 571 rBv2 503601 721933 12.43% 0.803%
38 8.659 571 575 576 rBV3 564466 816794 14.06% 0.909%
39 8.693 576 578 580 rvVB2 456514 608532 10.48% 0.677%
40 8.739 580 582 584 rBv3 275233 554676 9.55% 0.617%

41 8.807 584 588 590 rBV 2853773 4052056 69.77% 4 _509%
42 8.853 590 592 594 rVB3 422032 655213 11.28% 0.729%
43 8.887 594 595 596 rBV 317042 424040 7.30% 0.472%
44 8.933 596 599 601 rvB3 515760 819496 14.11% 0.912%
45 9.025 603 607 608 rvB4 339951 689127 11.86% 0.767%

46 9.070 608 611 613 rBV 4498297 5639669 97.10% 6.276%
47 9.105 613 614 617 rVB3 428630 423131 7.29% 0.471%
48 9.207 620 623 624 rBv3 288890 619543 10.67% 0.689%
49 9.242 624 626 627 rBvV 539161 646714 11.13% 0.720%
50 9.276 627 629 630 rvVB 633102 662571 11.41% 0.737%

51 9.333 630 634 636 rvB2 1069249 1555498 26.78% 1.731%
52 9.402 636 640 642 rBV3 1721189 3174340 54.65% 3.533%
53 9.516 647 650 653 rvv4 732305 1873690 32.26% 2.085%
54 9.562 653 654 656 rvB 323162 439656 7.57% 0.489%
55 9.596 656 657 659 rBvV 389734 603543 10.39% 0.672%

56 9.642 659 661 662 rVB 182897 183532 3.16% 0.204%
57 9.745 667 670 671 rBVY 1837266 2143607 36.91% 2.386%
58 9.779 671 673 675 rVB2 458894 624541 10.75% 0.695%
59 9.825 675 677 679 rBv2 593737 644588 11.10% 0.717%
60 9.859 679 680 682 rBv2 418494 361399 6.22% 0.402%

61 9.893 682 683 686 rBv3 358906 425824 7.33% 0.474%
62 9.950 686 688 692 rVB3 547861 901820 15.53% 1.004%
63 10.019 692 694 696 rvB3 210808 201814 3.47% 0.225%
64 10.065 696 698 699 rBvV 827336 833117 14.34% 0.927%
65 10.156 704 706 708 rvVB3 764885 1189117 20.47% 1.323%

66 10.259 714 715 716 rVB 515099 353100 6.08% 0.393%
67 10.293 716 718 720 rvv3 336662 506052 8.71% 0.563%
68 10.362 722 724 726 rBV2 1003903 1566993 26.98% 1.744%
69 10.396 726 727 733 rVB5 720425 1596838 27.49% 1.777%
70 10.488 733 735 736 rBv2 338182 508572 8.76% 0.566%

71 10.545 737 740 744 rVB4 2825217 4763776 82.02% 5.301%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086744.D

Acq On > 7 May 2016 00:52

Operator : UM/SJ

Sample : H2770-09

Misc :

ALS Vial : 19 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-BF050416 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 10.693 752 753 756 rBV3 253477 474734 8.17% 0.528%
73 10.739 756 757 759 rvVB 313606 239568 4.12% 0.267%
74 10.956 774 776 777 rBV2 276229 449498 7.74% 0.500%
75 11.219 797 799 803 rBV 1050355 1741755 29.99% 1.938%

76 11.288 803 805 806 rvB2 264785 248000 4.27% 0.276%
77 11.345 809 810 813 rvB2 332942 484707 8.35% 0.539%
78 11.653 835 837 840 rBV2 443447 669128 11.52% 0.745%
79 11.791 847 849 851 rvB2 549116 550864 9.48% 0.613%
80 12.556 914 916 919 rVB 499342 520006 8.95% 0.579%

81 12.808 936 938 941 rVB 3488433 4009275 69.03% 4.462%
82 13.425 990 992 994 rVB 99203 138668 2.39% 0.154%
83 13.699 1014 1016 1025 rVB 188475 333197 5.74% 0.371%
84 13.848 1027 1029 1032 rBV 840949 912627 15.71% 1.016%
85 15.231 1147 1150 1157 rVB 634897 815459 14.04% 0.907%

Sum of corrected areas: 89859064
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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:\HPCHEMI1I\BNA_F\DATA\BF050616\

BF086744.D

7 May 2016 00:52

UM/SsJ

H2770-09

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF086744.D

6.86

6.48

5.31

6.34
6.70

, 6.1
4.89 5.75.86 616

ol pron

7.28

OF==
Time-->

5.00

5.50

6.00

6.50

7.00

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF086744.D

10.54 12.81

8.81

13.42 13.7

Time-->

10.50 11.00 11.50

12.00 12.50

13.00

13.50

Abundance

5000000

4000000

3000000

2000000

13.85
1000000

ob——y

TIC: BF086744.D

15.23

Time-->

14.00

17.50 18.00 18.50

14.50 15.00 15.50

16.00 16.50 17.00

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086744.D

Acq On : 7 May 2016 00:52

Operator : UM/SJ

Sample : H2770-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 unknown6.48 Concentration Rank 2

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

6.48 150.77 ng 4618380 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 14
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 14
3 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 14
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 384 (6.476 min): BF086744.D (-382) (-) m/z 132.10 100.00%
132
68
5000
P 54 | 7 % 104 620 640 6.60 680
o.,....,....'~!|!.‘.‘?i.'!..??r!-.'.,..'.--.,..f.‘?,...|~.,.'!..,.1.1?.,....,'...,... m/z 68.10 53.18%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14022: Pyrazolo(2,3-a)pyridine, 7-methyl-
132
5000 ISR L L
104 6.20 6.40 6.60 6.80
0
. 9 51 63 78 o ‘ m/z 66.05 38.26%
oy 2 el el 2l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
S AR RS LA AR
69 104 6.20 6.40 6.60 6.80
5000 m/z 134.10 32.45%
78
31 4 51
s A AN RN RS R RARRA RAARA RAARS SRR NN SARRS RARAE AR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine L ma RN s L
132 6.20 6.40 6.60 6.80
m/z 69.10 23.19%
97
5000
70
31
0 Me O | M oes | 105 16
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 620 640 6.60 6.80

8270-BF050416.M Mon May 09 19:06:26 2016 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086744.D

Acq On : 7 May 2016 00:52

Operator : UM/SJ

Sample : H2770-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 3 Benzene, l-ethenyl-4-ethyl- Concentration Rank 18

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

7.66 12.63 ng 1214140 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 93
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 93
4 3-Phenylbut-1-ene 132 C10H12 000934-10-1 91
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 90

Abundance Scan 488 (7.664 min): BF086744.D (-484) (-) m/z 117.10 100.00%
117
5000 132
39 51 g 83 ‘ 7.40 7.60 7.80 8.00
103 - - - -
0 ..,....,....,....|,'.'...;|:'.'..~,.'!'.'.-,'.7.?:~,~!'...-,|..-..,.'-.'..,.:!.',...-!',|.-...1,‘~‘.1...,.1.??,... m/z 132.10  39.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13588: Benzene, 1-ethenyl-4-ethyl-
117
5000
132 7.40 7.60 7.80 8.00
o1 m/z 115.05 28.20%
s oz @ % oes W s
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
117
132 7.40 7.60 7.80 8.00
5000 m/z 131.10 22 .32%
91
39 51 65 77
oL 15 27 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13605: 1H-Indene, 2,3-dihydro-5-methyl-
117 7.40 7.60 7.80 8.00
m/z 91.10 15.60%
5000 132
27 39 51 g5 47 91 ‘
0'W“HVHWH“V“ﬁh“NRWHMv“wL“ﬁEWJH'W“““P“WH“V“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086744.D

Acq On : 7 May 2016 00:52

Operator : UM/SJ

Sample : H2770-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 11

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

7.73 16.49 ng 1585300 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 95
2 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 83
3 1-Phenyl-1-butene 132 C10H12 000824-90-8 83
4 Benzene, l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 83
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 81

Abundance Scan 494 (7.733 min): BF086744.D (-491) (-) m/z 117.10 100.00%
7

5000

7.40 7.60 7.80 8.00
m/z 132.05 36.67%

01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13603: Benzene, 2-ethenyl-1,4-dimethyl-

5000
7.40 7.60 7.80 8.00

m/z 119.10 35.46%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance

117 132
7.40 7.60 7.80 8.00
5000 m/z 115.10 30.27%
91
39 51 66 o7
15 27 105

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13569: 1-Phenyl-1-butene

7.40 7.60 7.80 8.00
m/z 91.05 19.63%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086744.D

Acq On : 7 May 2016 00:52

Operator : UM/SJ

Sample : H2770-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 20

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

8.38 12.17 ng 1169760 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 86
2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 70
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 64
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 64
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 64

Abundance Scan 551 (8.384 min): BF086744.D (-548) (-) m/z 131.10 100.00%
5000
146
156 8.00 820 8.40 8.60 8.80
of m/z 95.10 58.20%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20746: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131
5000 SRS AR AARRE SRR
146 800 820 840 8.60 8.80
m/z 146.10 34.71%
G R R
o) N PR TSNS ¥ U I POV RN R ..l. ””\”” 1| [
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
131
8.00 820 8.40 8.60 8.80
5000 m/z 41.10 30.16%
146
91
27 39 51 64 77 103 115
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20727: Benzene, (3-methyl-2-butenyl)- AR B S
131 8.00 820 8.40 8.60 8.80
m/z 55.10 27 .36%
o1 146
5000
27 51 65 77 103 116
0'W'JW”'“L'Jm”I“MI”MP'”P'”PW”PNMP”HH”W'AH'”W”' SR SRR L R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.00 820 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086744.D

Acq On : 7 May 2016 00:52

Operator : UM/SJ

Sample : H2770-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 6 Benzo[b]thiophene, 2,3-dihy... Concentration Rank 15

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

8.46 14.85 ng 1428000 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[b]thiophene, 2,3-dihydro- 136 C8HS8S 004565-32-6 83
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 78
3 Benzo[c]thiophene, 1,3-dihydro- 136 C8HS8S 002471-92-3 78
4 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 74
5 Benzene, (ethenylthio)- 136 C8H8S 001822-73-7 60

Abundance Scan 558 (8.464 min): BF086744.D (-553) (-) m/z 135.00 100.00%
35
5000
146
160 8.20 8.40 8.60 8.80
of m/z 136.10 80.68%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15788: Benzo[b]thiophene, 2,3-dihydro-
135
5000 91
8.20 8.40 8.60 8.80
m/z 131.10 71.12%
0 27 3\9 ! 5\1 59\\6K 7\7 Ll 192110 121 ‘\
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
131
8.20 8.40 8.60 8.80
5000 146 m/z 91.10 45 .26%

39 115
27 51 63 7 91 105

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

Abundance #15789: Benzo[c]thiophene, 1,3-dihydro- A A,
135 8.20 8.40 8.60 8.80

m/z 146.10 24 _42%
5000
7 91
o 27 39 Slsg | 77 | 103111121 ||
et e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086744.D

Acq On : 7 May 2016 00:52

Operator : UM/SJ

Sample : H2770-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 Naphthalene, 1-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
881 42.14ng 4052060  Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Naphthalene, 1-methyl- 142 C11HIO 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96

004453-90-1 91
002443-46-1 91

3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10
4 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10

5 Benzocycloheptatriene 142 C11H10 000264-09-5 91
Abundance Scan 588 (8.807 min): BF086744.D (-584) (-) m/z 142.10 100.00%
142
5000 115 k
 EEmma e R
39 51 6371 89 100 131 8.40 8.60 8.80 9.00 9.20
o 8 152160 174 m/z 141.10 92.55%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #18499: Naphthalene, 1-methyl-
142
5000
115 8.40 8.60 8.80 9.00 9.20
m/z 115.10 40.04%
27 39 51 6371 8 155 | 126 |
T T T T T e T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
w S
8.40 8.60 8.80 9.00 9.20
5000 m/z 139.10 12.28%
115
27 39 51 6371 89 4p 126

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

2> L_,_~_,~/\\,‘,AJ\
Abundance #18504: 1,4-Methanonaphthalene, 1,4-dihydro- B L i e e

141 8.40 8.60 8.80 9.00 9.20
m/z 143.10 11.17%

5000 115
63

0 21 P ?1 Ly 71“79 8\9 102 126 i L_/\/\«/v\

T T e T e e e e e N i B e e e R e

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 8.40 8.60 8.80 9.00 9.20

8270-BF050416.M Mon May 09 19:06:32 2016

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086744.D

Acq On : 7 May 2016 00:52

Operator : UM/SJ

Sample : H2770-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 8 Vinyltris(cyclopropyl)silane Concentration Rank 14

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

8.93 15.29 ng 819496 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vinyltris(cyclopropyl)silane 178 C11H18Si 1000109-97-3 59
2 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-49-3 43
3 Ethanone, 1-(1H-pyrazol-4-yl)- 110 C5H6N20 025016-16-4 43
4 Camphor 152 C10H160 000076-22-2 43
5 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 021368-68-3 43

Abundance Scan 599 (8.933 min): BF086744.D (-596) (-) m/z 95.10 100.00%
5000 110 123
860 8.80 9.00 9.20
o} m/z 55.10 91.99%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41197: Vinyltris(cyclopropyl)silane
95
5000 123 I U
55 109 8.60 8.80 9.00 9.20
83 m/z 41.10 81.74%
137
ol ,.2?.. ,L‘...‘,. Jk .ﬂw IIMHI N N POV O
m/z--> 20 80 100 120 140 160 180
Abundance
95
81 SRR SRR R
8.60 8.80 9.00 9.20
5000 41 108 m/z 69.10 59.36%
55 69 152
27
oL 15 124 137
miz--> 20 40 60 80 100 120 140 160 180
Abundance #5572: Ethanone, 1-(1H-pyrazol-4-yl)- R EEEE RS S
95 8.60 8.80 9.00 9.20
m/z 81.10 52.51%
5000
110
28 68
0 1\5 A \‘\ ‘ 81 |
"'I""I""I""I""I""I""I""I""I' SRR SRR R
m/z--> 20 80 100 120 140 160 180 8.60 8.80 9.00 9.20

8270-BF050416 .M

Mon May 09 19:06:33 2016

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086744.D

Acq On : 7 May 2016 00:52

Operator : UM/SJ

Sample : H2770-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 9 Naphthalene, l-ethyl- Concentration Rank 19

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

9.28 12.36 ng 662571 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 93
2 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 87
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 64
4 2" ,5"-Difluoroacetophenone 156 C8H6F20 001979-36-8 53
5 Naphthalene, 1-propyl- 170 C13H14 002765-18-6 47

Abundance Scan 629 (9.276 min): BF086744.D (-627) (-) m/z 141.10 100.00%
141
5000 156
115
128 9.00 9.20 9.40 9.60
51 63 74 89 102
Obr e 3 20 e 89202 ) )l ) 178 188 m/z 156.10 40.96%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27162: Naphthalene, 1-ethyl-
141
156
5000
9.00 9.20 9.40 9.60
115 m/z 115.10 25.60%
0 15 27 39 5;" 6\3 ?7 89 102 ‘ 1%8 \‘ 1l
miz--> 20 40 60 80 100 120 140 160 180
Abundance
141
9.00 9.20 9.40 9.60
5000 156 m/z 147.10 14.73%
115
o 27 30 51 63 76 gg 100 | 128
mz-> 20 40 60 80 100 120 140 160 180
Abundance #27174: Naphthalene, 1,3-dimethyl- L B B
141 156 9.00 9.20 9.40 9.60
m/z 142.10 11.90%
5000
76 115
bz @ty e | LAl e
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60

8270-BF050416.M Mon May 09 19:06:34 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086744.D

Acq On : 7 May 2016 00:52

Operator : UM/SJ

Sample : H2770-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 Naphthalene, 1,7-dimethyl- Concentration Rank 8

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

9.33 29.03 ng 1555500 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95

Abundance Scan 634 (9.333 min): BF086744.D (-630) (-) m/z 156.10 100.00%
1%6
141
5000
9.00 9.20 9.40 9.60
(o} m/z 141.10 67.71%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27188: Naphthalene, 1,7-dimethyl-
156
141
5000
9.00 9.20 9.40 9.60
115 m/z 155.10 37.24%
28 30 51 63 77 g9 102 "1 | |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
156
141
9.00 9.20 9.40 9.60
5000 m/z 161.10 28.54%
77 115
o 27 39 51 63 89 102 128
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27194: Naphthalene, 1,6-dimethyl- e e R R RS
156 9.00 9.20 9.40 9.60
m/z 162.10 27 .29%
141
5000
77 115
oL 15 27 30 51 € | 89 190 718 |
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60

8270-BF050416.M Mon May 09 19:06:35 2016

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086744.D

Acq On : 7 May 2016 00:52

Operator : UM/SJ

Sample : H2770-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 11 Naphthalene, 2,6-dimethyl- Concentration Rank 3

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

9.40 59.23 ng 3174340 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 98
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97

Abundance Scan 640 (9.402 min): BFO86744.D (-636) (-) m/z 156.10 100.00%
141 1%6

5000

9.00 9.20 9.40 9.60 9.80

166 183

(0} m/z 141.10 91.69%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27183: Naphthalene, 2,6-dimethyl-
141 156
5000
9.00 9.20 9.40 9.60 9.80
63 77 115 108 m/z 155.10 32.17%
51
sred e | 4 bl
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
141 156
9.00 9.20 9.40 9.60 9.80
5000 m/z 115.10 23.54%
s 76 115 128
oL 15 27 39 51 89 102
T I I o e o B 0 I e o o R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27195: Naphthalene, 1,6-dimethyl- RN RS EE T
141 156 9.00 9.20 9.40 9.60 9.80
m/z 109.10 18.19%
5000
115
128
ELNE A I O S S | RN
m/z--> 20 40 60 80 100 120 140 160 180 9. OO 9.20 9. 40 9.60 9.80

8270-BF050416.M Mon May 09 19:06:35 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086744.D

Acq On : 7 May 2016 00:52

Operator : UM/SJ

Sample : H2770-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 12 Naphthalene, 2,3-dimethyl- Concentration Rank 5

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

9.52 34.96 ng 1873690 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
2 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 95
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 94
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 94
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 94

Abundance Scan 650 (9.516 min): BF086744.D (-647) (-) m/z 141.10 100.00%
141 156
5000
81 115
39 51 67 9 0 128 175 190 9.20 9.40 9.60 9.80
o m/z 156.10 80.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27181: Naphthalene, 2,3-dimethyl-
156
141
5000
9.20 9.40 9.60 9.80
e m/z 81.10 29.30%
15 27 39 51 63 70 g9 100 | 1% | |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156
920 940 9.60 980
5000 141 m/z 155.10 22.88%
15 27 39 51 63 78 go 5o 11° 128
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #27170: Naphthalene, 1,3-dimethyl-
156 9.20 9.40 9.60 9.80
. m/z 115.10 21.48%
5000
115
oL 27 3951 63 76 g9 100 | 1 | |
m/z--> 20 40 60 80 100 120 140 160 180 200 920 9.40 9.60 9.80

8270-BF050416.M Mon May 09 19:06:36 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086744.D

Acq On : 7 May 2016 00:52

Operator : UM/SJ

Sample : H2770-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 13 Naphthalene, 2,3,6-trimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.06 15.55 ng 833117 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 94
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 89
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 84
4 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 84
5 Azulene, 4,6,8-trimethyl- 170 C13H14 000941-81-1 74
Abundance Scan 698 (10.065 min): BF086744.D (-696) (-) m/z 159.10 100.00%
149, -0
5000 10
o e 7350 10100 1020 1040
0 TN NS T S m/z 155.10 87.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36212: Naphthalene, 2,3,6-trimethyl-
170
155
5000 N I S S B
9.80 10.00 10.20 10.40
m/z 170.10 80.06%
15 27 39 51 63 76 g9 102115128141 |
m/z--> 20 40 eb 85 100 150 140 160 180 200
Abundance
170
9.80 10.00 10.20 10.40
5000 155 m/z 177.10 76.81%
0 39 51 70 84 103115128 141
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36211: Naphthalene, 1,6, 7-trimethyl- =TT
170 9.80 10.00 10.20 10.40
155 m/z 115.10 39.32%
5000
oL 2739 51 63 76 g9 102115128 141 ) |
m/z--> 20 40 60 85 100 150 140 160 180 200 9.80 10.00 10.20 10.40

8270-BF050416.M Mon May 09 19:06:37 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086744.D

Acq On : 7 May 2016 00:52

Operator : UM/SJ

Sample : H2770-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 unknownl10.16 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.16 22.19 ng 1189120 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,8-Dihydroxy-3,4-dihydronaphtha... 178 C10H1003 059796-04-2 30
2 1H-Inden-1-one, 2,3-dihydro-4,7-... 160 C11H120 005037-60-5 30
3 1-Indanone, 5,6-dimethyl- 160 C11H120 016440-97-4 25
4 1H-2-Benzopyran-1-one, 3,4-dihyd... 178 C10H1003 000480-33-1 25
5 3,4-Dimethylbenzamide 149 C9H11NO 005580-33-6 15
Abundance Scan 706 (10.156 min): BF086744.D (-704) (-) m/z 160.10 100.00%
3 160 478
149
5000
| 192 50e 9.80 10.00 10.20 10.40
o el e 5P Tm/z 1330100 92.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40872: 3,8-Dihydroxy-3,4-dihydronaphthalen-1(2H)-one
134 160 178
28 106
5000 UV SRR SN
51 9.80 10.00 10.20 10.40
‘ 63 m/z 117.10 84 .43%
0""l'"'l"l'l"" B S SRR B SR BN S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
160
i 9.80 10.00 10.20 10.40
5000 m/z 178.10 83.55%
51 132
63 77 91 . 145
e S R L SR B B R AN SRR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29336: 1-Indanone, 5,6-dimethyl- R RS,
117 160 9.80 10.00 10.20 10.40
m/z 149.10 55.29%
132
5000
27 39 51 1
SURNEO S W
0..m,.r”wuﬂk,w.wh.wh,wul,‘MM,J..‘.”.,”..,”.., .
m/z--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40

8270-BF050416.M Mon May 09 19:06:38 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086744.D

Acq On : 7 May 2016 00:52

Operator : UM/SJ

Sample : H2770-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 15 unknownl10.36 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.36 29.24 ng 1566990 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.alpha., 4a.beta., 8a.beta.-Dec... 154 C10H180 001424-37-9 38
2 1.alpha., 4a.beta., 8a.beta.-Dec... 154 C10H180 002529-05-7 30
3 Phenol, 3-(dimethylamino)- 137 C8H11NO 000099-07-0 30
4 5-Cyano-1,2,3,4-tetrahydro-6-met... 136 C7H8N20 027036-90-4 27
5 Adamantane-l-carboxylic acid N"-._.. 280 C15H24N203 1000294-38-3 27

Abundance Scan 724 (10.362 min): BF086744.D (-722) (-) m/z 136.10 100.00%
36
41 81
67 95
5000
168
107 121 B
10.00 10.20 10.40 10.60
o m/z 41.10 71.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25704: 2.alpha., 4a.beta., 8a.beta.-Decahydro-2-naphthalenol
136
94
41
5000 55 67 A BERAREEEEEEEss ey
121 10.00 10,20 10,40 10.60
107 m/z 81.10 66.52%
0 \ ‘ | 192
mz-> 20 100 120 140 160 180 200 220
Abundance
136
67 %4 10,00 10,20 10.40 10,60
5000 81 121 m/z 137.15 61.34%
41 55 107
152
e R L UL IS B S S R B WA W
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16151: Phenol, 3-(dimethylamino)- R R RREEEEa
36 10.00 10.20 10.40 10.60
m/z 95.10 56.74%
2000 y«N¢MJMN’AAw““AV“\,\Nj\APAVN\
39 5 94 108121
o282 33 e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10,00 10,20 10,40 10.60

8270-BF050416.M Mon May 09 19:06:39 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086744.D

Acq On : 7 May 2016 00:52

Operator : UM/SJ

Sample : H2770-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 unknownl1l0.40 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.40 29.80 ng 1596840 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1-(chloromethyl)-4-(2-p... 166 C10H11ClI 036875-10-2 16
2 Oxalic acid, monoamide monohydra... 323 C18H17N303 1000294-01-4 14
3 Benzene, (1,2-dicyclopropyl-2-ph... 262 C20H22 110330-90-0 14
4 2-Propenoic acid, 3-phenyl-, eth... 176 C11H1202 000103-36-6 12
5 4,5-Diphenylocta-1,7-diene(meso) 262 C20H22 1000215-92-7 10
Abundance Scan 727 (10.396 min): BF086744.D (-726) (-) m/z 131.10 100.00%
131
5000 a1 149
107 176
41 67 192 LI BN SR BN
29 10.00 10.20 10.40 10.60 10.80
0f m/z 117.10 49.81%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #32916: Benzene, 1-(chloromethyl)-4-(2-propenyl)-
131
5000 AR AR B U R
o1 166 10,00 1020 10.40 10.60 10.80
‘ ﬂs m/z 149.10 42.02%
0 .ﬁ%L.ﬂm,W.??....ﬂh.k B —
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
131
10,00 10.20 10.40 10.60 10.80
5000 91 m/z 91.10 41.22%
3 ® 106 | 146162177193 220 263 292 323

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #95842: Benzene, (1,2-dicyclopropyl-2-phenylethyl)- R ERmEE B
1 10.00 10.20 10.40 10.60 10.80

m/z 176.10 36.11%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.00 10.20 10.40 10.60 10.80

8270-BF050416.M Mon May 09 19:06:40 2016 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086744.D

Acq On : 7 May 2016 00:52

Operator : UM/SJ

Sample : H2770-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 1-Naphthaleneacetic acid, 2... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.65 15.37 ng 669128 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthaleneacetic acid, 2-methyl- 200 C13H1202 000085-08-5 93
2 2-Naphthylpropionic acid 200 C13H1202 1000129-24-1 86
3 Naphthalene, 1-(chloromethyl)-2-_._._. 190 C12H11ClI 006626-23-9 50
4 Benzenepropanoic acid, 2-Fluoro-... 200 C9H9FO4 1000116-44-0 50
5 1-Naphthaleneacetic acid, .alpha... 200 C12H803 026153-26-4 50
Abundance Scan 837 (11.653 min): BF086744.D (-835) (-) m/z 155.10 100.00%
145

5000

o

51 g4 76 gg 10211 11,40 1160 11.80 12.00
N 218232 240250 | "m/z 200.10  53.70%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #56187: 1-Naphthaleneacetic acid, 2-methy!-
155

5000 200 LI I L L L L L L L
11. 40 11. 60 11. 80 12. OO
m/z 153.10 24 .66%
77 115128141
o BT o L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
155
R
11.40 11.60 11.80 12.00
5000 m/z 154.10 20.08%
200
45 6376 10 11518141 o e
N N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #49090: Naphthalene, 1-(chloromethyl)-2-methyl- A B o B
155 11.40 11.60 11.80 12.00
m/z 152.10 16.19%
5000
190
1151
2z 8 T e ..1.7.5..\1.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086744.D

Acq On : 7 May 2016 00:52

Operator : UM/SJ

Sample : H2770-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 n-Hexadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.79 12.65 ng 550864 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Undecanoic acid 186 C11H2202 000112-37-8 72
5 12-Bromododecanoic acid 278 C12H23Bro2 073367-80-3 64
Abundance Scan 849 (11.791 min): BF086744.D (-847) (-) m/z 43.10 100.00%
43 60 vv_~Jxx~va¥‘A-%vﬂ‘%
5000
8397 115129 213 rrrryrTTTTTTTT TTTTTTT
153
171185199 297 256 11.40 11.60 11.80 12.00 12.20
- 2020 8L "nm/z 60.00  86.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 73
5
5000{ 29 256 R R RPN
nmnmnmnmnm
21 m/z 73.10 82.03%
0 I‘l . I‘i‘\‘l IMIH I\l ‘: 143157171185199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
a3 | 7
57 11.40 11.|60 11.|80 12.'00 12.'20
5000 29 m/z 41.10 78.25%
129
87 115 171 214
o 101 143157 | 185,99
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid A RREEEEEESE T
78 11.40 11.60 11.80 12.00 12.20
43 m/z 55.10 74 .33%
5
185 228
okl HH T mlfﬁs‘w 13157171 | 199515
m/z--> ﬁo 40 60 80 100 120 140 160 180 200 220 240 2éo 2éo 11. 40 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086744.D

Acq On : 7 May 2016 00:52

Operator : UM/SJ

Sample : H2770-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.56 22.79 ng 520006 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 68

Abundance Scan 916 (12.556 min): BF086744.D (-914) (-) m/z 43.10 100.00%

43

60

5000

%

129 SN
. 152166 185 213007241 65 284 12.20 12.40 12.60 12.80

m/z 57.10 70.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108841: Octadecanoic acid
43

73

:

5000 LA L L L L L L L I
12.20 12.40 12.60 12.80
2 m/z 60.00 70.15%
iz LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
R A AEEN S
57 12.20 12.40 12.60 12.80
5000 m/z 41.10 69.01%
27 o 129 242
199
. 115 144 171 213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid R AT o
43 12.20 12.40 12.60 12.80
5 m/z 55.10 67.62%
2
on.w”hhkm¢ T
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\BF050616\
Data File : BF086744.D

Acq On : 7 May 2016 00:52

Operator : UM/SJ

Sample : H2770-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 E-14-Hexadecenal Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.70 14.60 ng 333197 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-14-Hexadecenal 238 C16H300 330207-53-9 93
2 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 Dichloroacetic acid, heptadecyl ... 366 C19H36CI202 1000282-98-2 91
5 E-15-Heptadecenal 252 C17H320 1000130-97-9 91
Abundance Scan 1016 (13.699 min): BF086744.D (-1014) (-) m/z 43.10 100.00%
43
o \J\J\‘w\‘/\\
5000 97
125 13.40 13.60 13.80 14.00
5 207
N \ Ly WL 2%0 7277, 385 | Tnyz 57.10 92.05%
m/z--> 50 100 150 200 250 300 350
Abundance #81200: E-14-Hexadecenal
43
83
5000 LN BN UL SUGLILR B
11 13.40 13.60 13.80 14.00
m/z 55.10 83.57%
oL 16 H\ | “\ | 140 168185 210 238
m/z--> 50 100 150 200 250 300 350
Abundance
43
6 13.40 13,60 13.80 14.00
5000 m/z 69.10 57 .24%
97
0 T 154 183 224 22 \IV\ML‘\
m/z--> 50 100 150 200 250 300 350
Abundance #98170: 1-Nonadecene R REmamE T S
4 13.40 13.60 13.80 14.00
83 m/z 83.10 57.12%
5000
111
S el ) 1o e 266
m/z--> 50 ﬁo 1% 200 250 300 350 1340 13.60 13.80 1400
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086744.D

Acq On > 7 May 2016 00:52

Operator : UM/SJ

Sample : H2770-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 .48 6.48 150.8 ng 4618380 1 6.70 1225250 40.0
Benzene, l-etheny... 7.66 12.6 ng 1214140 2 8.00 3846040 40.0
Benzene, 2-etheny... 7.73 16.5 ng 1585300 2 8.00 3846040 40.0
1H-Indene, 2,3-di... 8.38 12.2 ng 1169760 2 8.00 3846040 40.0
Benzo[b]thiophene. .. 8.46 14.9 ng 1428000 2 8.00 3846040 40.0
Naphthalene, 1-me... 8.81 42.1 ng 4052060 2 8.00 3846040 40.0
Vinyltris(cyclopr... 8.93 15.3 ng 819496 3 9.74 2143610 40.0
Naphthalene, 1l-et... 9.28 12.4 ng 662571 3 9.74 2143610 40.0
Naphthalene, 1,7-... 9.33 29.0 ng 1555500 3 9.74 2143610 40.0
Naphthalene, 2,6-... 9.40 59.2 ng 3174340 3 9.74 2143610 40.0
Naphthalene, 2,3-... 9.52 35.0 ng 1873690 3 9.74 2143610 40.0
Naphthalene, 2,3,... 10.06 15.6 ng 833117 3 9.74 2143610 40.0
unknownl10.16 10.16 22.2 ng 1189120 3 9.74 2143610 40.0
unknown10.36 10.36 29.2 ng 1566990 3 9.74 2143610 40.0
unknown10.40 10.40 29.8 ng 1596840 3 9.74 2143610 40.0
1-Naphthaleneacet... 11.65 15.4 ng 669128 4 11.22 1741760 40.0
n-Hexadecanoic acid 11.79 12.7 ng 550864 4 11.22 1741760 40.0
Octadecanoic acid 12.56 22.8 ng 520006 5 13.85 912627 40.0
E-14-Hexadecenal 13.70 14.6 ng 333197 5 13.85 912627 40.0
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