LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091426.D

Aca On : 5 Dec 2016 19:05

Operator : UM/SJ

Sample : H5838-05

Misc :

ALS Vial : 10 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-BF112916.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 5.018 237 239 242 rBV 344060 466762 10.20% 0.814%
2 5.304 262 264 266 rVB 201578 188157 4.11% 0.328%
3 5.441 274 276 279 rVB 1802344 1821429 39.79%% 3.177%
4 5.681 293 297 299 rBV 125550 128280 2.80% 0.224%
5 6.013 323 326 328 rBV 157998 149821 3.27% 0.261%
6 6.470 364 366 369 rVB 1224475 1089777 23.81% 1.901%
7 6.539 369 372 373 rBV 311756 342643 7.48% 0.598%
8 6.619 376 379 381 rBVY 3478861 3628774 79.27% 6.329%
9 6.801 393 395 397 rBV2 63573 75138 1.64% 0.131%
10 6.847 397 399 401 rVB 906143 739745 16.16% 1.290%

11 6.973 408 410 411 rBV 732215 869573 19.00% 1.517%
12 7.007 411 413 415 rVV 3539374 3132106 68.42% 5.462%

13 7.110 418 422 423 rBvY 74739 83367 1.82% 0.145%
14 7.190 427 429 432 rVB2 45328 64732 1.41% 0.113%
15 7.247 432 434 436 rBvY 66782 72139 1.58% 0.126%

16 7.419 446 449 451 rVvVv 2250817 3160376 69.04% 5.512%
17 7.499 453 456 458 rVB2 139532 187841 4_.10% 0.328%
18 7.556 458 461 463 rBvV 261226 277604 6.06% 0.484%
19 7.716 472 475 478 rVB2 101144 136537 2.98% 0.238%
20 7.784 478 481 483 rBvV 81935 95790 2.09% 0.167%

21 7.876 486 489 495 rvv2 588047 1343447 29.35% 2.343%
22 8.024 495 502 504 rvv 423310 1097865 23.98% 1.915%

23 8.070 504 506 508 rvv3 47743 90302 1.97% 0.157%
24 8.127 508 511 513 rvv2 907821 1286188 28.10% 2.243%
25 8.162 513 514 515 rVB 134472 92248 2.02% 0.161%

26 8.207 515 518 519 rBV 336923 347014 7.58% 0.605%
27 8.310 524 527 530 rvv3 133518 320945 7.01% 0.560%
28 8.379 532 533 537 rvB2 82327 106756 2.33% 0.186%

29 8.459 537 540 541 rBV3 50702 94699 2.07% 0.165%
30 8.493 541 543 544 rvv2 72179 95524 2.09% 0.167%
31 8.539 544 547 548 rVB2 43343 74756 1.63% 0.130%
32 8.562 548 549 551 rBvV2 53032 71774 1.57% 0.125%

33 8.607 551 553 555 rvv3 179856 353543 7.72% 0.617%
34 8.642 555 556 558 rvv 170796 149345 3.26% 0.260%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091426.D

Aca On : 5 Dec 2016 19:05

Operator : UM/SJ

Sample : H5838-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 8.676 558 559 560 rvv 134967 108102 2.36% 0.189%

36 8.767 564 567 568 rBvV2 91851 124145 2.71% 0.217%
37 8.802 568 570 572 rvV 744456 661744 14.46% 1.154%
38 8.859 572 575 577 rvv4 59909 121379 2.65% 0.212%
39 8.916 577 580 584 rvB2 531867 1105465 24.15% 1.928%
40 8.985 584 586 588 rBV 716323 656741 14.35% 1.145%

41 9.019 588 589 593 rVvB3 42053 68243 1.49% 0.119%
42 9.122 596 598 601 rvB2 160538 289923 6.33% 0.506%
43 9.213 603 606 608 rBV 4956243 4561772 99.65% 7.956%
44 9.293 611 613 614 rBvV 44650 65991 1.44% 0.115%
45 9.316 614 615 616 rVB 110909 76084 1.66% 0.133%

46 9.385 619 621 623 rvv3 602343 990835 21.64% 1.728%
47 9.419 623 624 626 rVB 719196 567822 12.40% 0.990%
48 9.476 626 629 630 rBvV 448602 424029 9.26% 0.740%
49 9.510 630 632 634 rvv 161261 180027 3.93% 0.314%
50 9.545 634 635 637 rvB2 68057 76086 1.66% 0.133%

51 9.579 637 638 643 rBV3 248847 359060 7.84% 0.626%
52 9.659 643 645 649 rBv2 510463 846722 18.50% 1.477%
53 9.750 650 653 655 rBv 574995 807472 17.64% 1.408%
54 9.887 660 665 666 rBV 1354409 1501511 32.80% 2.619%
55 9.922 666 668 670 rVB 1458545 1347159 29.43% 2.349%

56 10.002 673 675 676 rBv2 65876 82219 1.80% 0.143%
57 10.036 676 678 680 rBv2 738439 776861 16.97% 1.355%
58 10.093 680 683 685 rvB2 465852 551978 12.06% 0.963%
59 10.127 685 686 688 rBv2 118278 99481 2.17% 0.173%
60 10.207 691 693 694 rvB2 171275 194819 4._.26% 0.340%

61 10.242 694 696 697 rvB2 62081 76463 1.67% 0.133%
62 10.310 697 702 706 rBve 141780 404291 8.83% 0.705%
63 10.402 706 710 711 rBV2 285434 332777 7.27% 0.580%
64 10.425 711 712 715 rVB3 88602 162050 3.54% 0.283%
65 10.493 715 718 719 rBVv3 116588 249986 5.46% 0.436%

66 10.562 721 724 725 rBV2 363504 479530 10.48% 0.836%
67 10.676 731 734 736 rVB 3294762 3309672 72.30% 5.772%
68 10.722 736 738 740 rvVB2 80851 94725 2.07% 0.165%
69 10.779 740 743 746 rBV2 654967 927988 20.27% 1.618%
70 10.825 746 747 749 rVB2 101406 121542 2.66% 0.212%

71 10.870 749 751 753 rBV 117202 135045 2.95% 0.236%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091426.D

Aca On : 5 Dec 2016 19:05

Operator : UM/SJ

Sample : H5838-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 10.928 753 756 757 rBvV2 84436 120197 2.63% 0.210%
73 10.962 757 759 764 rVB4 129852 272914 5.96% 0.476%
74 11.065 764 768 769 rBV 157290 199103 4 _.35% 0.347%
75 11.156 772 776 777 rBv3 100809 153199 3.35% 0.267%

76 11.259 781 785 787 rBV 240195 319585 6.98% 0.557%
77 11.305 787 789 793 rBv2 288458 500810 10.94% 0.873%
78 11.373 793 795 797 rBV 755974 1069771 23.37% 1.866%
79 11.476 802 804 806 rvv3 102467 148615 3.25% 0.259%
80 11.522 806 808 811 rVvB3 47880 73440 1.60% 0.128%

81 11.636 816 818 819 rBvV2 69130 65727 1.44% 0.115%
82 11.693 822 823 827 rvv3 128554 222277 4._86% 0.388%
83 11.762 827 829 833 rvv2 100099 235816 5.15% 0.411%
84 11.819 833 834 837 rvv2 103919 224719 4.91% 0.392%
85 11.899 840 841 843 rvv2 157819 173384 3.79% 0.302%

86 11.933 843 844 846 rvVB2 51387 68653 1.50% 0.120%
87 11.979 846 848 851 rBvV2 469058 489714 10.70% 0.854%
88 12.162 863 864 867 rvv 128071 160959 3.52% 0.281%
89 12.253 868 872 874 rvv3 66968 127957 2.80% 0.223%

90 12.311 876 877 880 rVvB3 50460 68775 1.50% 0.120%
91 12.413 883 886 887 rBV3 49461 84442 1.84% 0.147%
92 12.459 887 890 892 rvv3 64066 72536 1.58% 0.127%

93 12.493 892 893 898 rvv4 66837 141870 3.10% 0.247%
94 12.573 898 900 903 rVvB 404248 343683 7.51% 0.599%
95 12.688 908 910 912 rBV 184831 165377 3.61% 0.288%

96 12.802 917 920 924 rVB 463886 452396 9.88% 0.789%
97 12.962 931 934 936 rBV 3468543 4577841 100.00% 7.984%
98 13.294 961 963 968 rBV3 42140 91768 2.00% 0.160%
99 14.002 1022 1025 1027 rBV 642267 889454 19.43% 1.551%
100 15.419 1146 1149 1152 rBVY 504064 649833 14.20% 1.133%

Sum of corrected areas: 57339551
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF120516\

BF091426.D

5 Dec 2016 19:05

UM/SsJ

H5838-05

10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091426.D

Aca On : 5 Dec 2016 19:05

Operator : UM/SJ

Sample : H5838-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.02 12.62 ng 466762 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Heptanol. 4-methvl- 130 C8H180 014979-39-6 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33

Abundance Scan 239 (5.018 min): BF091426.D (-237) (-) m/z 43.00 100.00%
a3
59
5000
101
4.60 4.80 500 5.20 5.40
Obrrr e Sl 83l 69 83 | 11 559,00 54.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 [rrrr T
4.60 4.80 500 5.20 5.40
m/z 58.00 14 _.60%
0 25 31 37 83 o3 1%t
miz--> 570 % 40 S0 60 7 80 90 100 10 130
Abundance
59
460 480 500 520 5.40
5000 m/z 101.10 12 _.53%
41
0 "'I""I""I""I""I$?"I""I??" '?ﬁ NSRS SRRBEPRABE S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8125: 2-Hexanol, 2-methyl- R Emmmm e
59 4.60 4.80 500 5.20 5.40
m/z 41.05 8.95%
5000
27 43 101
B )] s, 69 7783 us
m/z--> 10 20 30 40 50 60 7'0 80 90 100 110 120 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091426.D

Aca On : 5 Dec 2016 19:05

Operator : UM/SJ

Sample : H5838-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 2 Benzene, l-ethyl-2-methyl- Concentration Rank 15

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

6.54 9.26 ng 342643 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, 1,3,5-trimethyl- 120 C9H12 000108-67-8 91

Abundance Scan 372 (6.539 min): BF091426.D (-369) (- m/z 105.10 100.00%
105
5000
120
39 51 g 65 7|7 a5 9|1 620 640 6.60 680
) VPSRN L. B SN F RO m/z 120.10 33.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9130: Benzene, 1-ethyl-2-methyl-
105
5000 SNBSS SRR
120 6.20 6.40 6.60 6.80
20 . o1 m/z 91.10 11.54%
o 2 T Sles® e o7 | 13
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
6.20 6.40 6.60 6.80
5000 m/z 77.00 11.20%
120
39 77 91
O S8 T e e | 3
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9123: Benzene, 1,2,3-trimethyl-

6.20 6.40 6.60 6.80
m/z 79.00 9.61%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091426.D

Aca On : 5 Dec 2016 19:05

Operator : UM/SJ

Sample : H5838-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.62 Concentration Rank 1

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

6.62 98.11 ng 3628770 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 379 (6.619 min): BF091426.D (-376) (-) m/z 132.00 100.00%
5000 68
0 st |2 o % e 620 64 Gbo b0 750
0 e AR ma m/z 68.05 41.75%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 [T T
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.92%
0 ‘ L1 H (1 L 1
L S L I UL SR UL UURLL L UL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 27.75%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13924: Imidazole, 4,5-dicyano-1-methyl- AT
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.47%
5000
67
80 91
DY OO T A
0....“..“..‘”2‘... ..‘l.‘k“...”..“. ——r ———r — SRS A D A G ——,
m/z--> 40 60 80 100 120 140 160 180 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091426.D

Aca On : 5 Dec 2016 19:05

Operator : UM/SJ

Sample : H5838-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 4 4,7-Methano-1H-indene, 3a,4... Concentration Rank 3

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

6.97 23.51 ng 869573 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.7-Methano-1H-indene. 3a.4.7.7a... 132 C10H12 000077-73-6 91
2 Bicvclol2.2.1Thept-2-ene. 5.6-bi... 190 C9H12CI2 005992-56-3 83
3 Bicvclol2.2.1Thept-5-en-2-o0l 110 C7H100 013080-90-5 83
4 Bicvclol2.2.1Thept-2-ene. 5-ethe... 120 C9H12 003048-64-4 83
5 Propanedinitrile 66 C3H2N2 000109-77-3 78

Abundance Scan 410 (6.973 min): BF091426.D (-408) (-) m/z 66.00 100.00%
66
5000
39 rprerryrTrrpTTT T T T

51 . 15 132 6.60 6.80 7.00 7.20
O el S 208 S | M/Z 39.10  12.02%
m/z--> 20 40 60 80 100 120 140 160 180

Abundance #13635: 4,7-Methano-1H-indene, 3a,4,7,7a-tetrahydro-
66
5000
6.60 6.80 7.00 7.20
29 m/z 65.10 10.18%
0 27 ) 5‘1 i 77 91 103 117 1:‘32
T T e T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
66
6.60 6.80 7.00 7.20
5000 m/z 67.00 8.46%
o Z 39 51 77 91 105115 127 141 155 190
T T T e T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5696: Bicyclo[2.2.1]hept-5-en-2-ol e AR RS R
66 660 680 700 7.20
m/z 132.10 6.51%
5000
3‘9 53 7 110
Ol e e e o D MMM
m/z--> 20 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091426.D

Aca On : 5 Dec 2016 19:05

Operator : UM/SJ

Sample : H5838-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 1H-Indene, 1-methyl- Concentration Rank 4

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

7.88 20.89 ng 1343450 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. l1l-methvl- 130 C10H10 000767-59-9 95
2 Benzene. (1-methvl-2-cvclopropen... 130 C10H10 065051-83-4 91
3 2-Methvlindene 130 C10H10 002177-47-1 91
4 1H-Indene. 3-methvl- 130 C10H10 000767-60-2 90
5 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 90

Abundance Scan 489 (7.876 min): BF091426D(486)() m/z 115.10 100.00%

145 130
5000 66
51
39

7.60 7.80 8.00 8.20

89 102
145
o.“.”“.”h”.in.wﬁﬂu.m:P.Jﬁ.”,L”,”.ﬂ%ﬂ.L}?ﬁ.”,”. m/z 130.10 97.63%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #12668: 1H-Indene, 1-methyl-
115 130
5000 /\|||||||||||||||||||||||

7.60 7.80 8.00 8.20
51 m/z 129.10 85.38%

39 63 77
89 102
e e Bzl
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
115 130

7.60 7.80 8.00 8.20

o

5000 m/z 66.00 48 .42%
51 64
i
oL 2 39 89 102 122
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #12660: 2-Methylindene
130 7.60 7.80 8.00 8.20
115 m/z 128.10 41 .06%
5000
51
28 39 6 7 89 102
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091426.D

Aca On : 5 Dec 2016 19:05

Operator : UM/SJ

Sample : H5838-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

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

> Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Bicyclo(2.2.1)hept-5-en-2-one Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
802 17.07ng 1097870  Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Bicvclo(2.2.1)hept-5-en-2-one 108 C7TH8O 000694-98-4 83
2 Bicvclol2.2_1Thept-5-en-2-ol 110 C7H100 013080-90-5 83

3 2-Bicvclol2.2.1Thept-5-en-2-vl-e... 138 C9H140
4 2-Methvlbicvclol2.2.11-5-heptene... 152 C9H1202
5 5-Norbornene-2,3-diacetonitrile 172 C11H12N2

013080-91-6 83
000825-03-6 83
101832-55-7 83

Abundance

5000

o

Scan 502 (8.024 min): BF091426.D (-495) (-)
66

39
51 77 91 111 120 138146

m/z-->

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance

5000

#5250: Bicyclo(2.2.1)hept-5-en-2-one
66

108

18 27 3? 51 il 7?

o

m/z-->

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance

5000

04
m/z-->

mmmﬁmmmm
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

66

39 53 77 110

Abundance

5000

#16968: 2-Bicyclo[2.2.1]hept-5-en-2-yl-ethanol
66

27 39 5 79 91 105 120 138

m/z 66.00 100.00%

7.60 7.80 8.00 8.20 8.40

m/z 39.10 11.03%

760 7.80 800 8.20 8.40

m/z 65.00 9.40%

7.60 7.80 8.00 8.20 8.40

m/z 91.00 7.30%

7.60 7.80 8.00 8.20 8.40

m/z 67.05 6.05%

m/z-->

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

760 7.80 800 8.20 8.40

8270-BF112916.M Tue Dec 06 13:36:29 2016

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091426.D

Aca On : 5 Dec 2016 19:05

Operator : UM/SJ

Sample : H5838-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 Benzo[b]thiophene, 2-methyl- Concentration Rank 12

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

8.80 10.29 ng 661744 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblthiophene. 2-methvl- 148 C9HS8S 001195-14-8 91
2 3-Methvlbenzothiophene 148 C9HS8S 001455-18-1 90
3 Benzolblthiophene. 4-methvl- 148 C9HS8S 014315-11-8 90
4 Benzolblthiophene. 6-methvl- 148 C9HS8S 016587-47-6 90
5 Benzaldehyde, 2,4,5-trimethyl- 148 C10H120 005779-72-6 80

Abundance Scan 570 (8.802 min): BF091426.D (-568) (-) m/z 147.00 100.00%
147
5000
e e
45 63 77 g9 103 121 8.40 860 880 9.00 9.20
O e e 2 b e ool A58 7z 148.00  81.87%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22277: Benzo[b]thiophene, 2-methyl-
147
5000 SRS S L L
840 8.60 8.80 9.00 9.20
m/z 149.00 11.95%
oL 27 37 % 53 63 7 sg 103 115,44
miz> 20 3 40 50 80 70 85 90 100 110 130 130 140 150 160
Abundance
147
8.40 860 880 9.00 9.20
5000 m/z 121.00 7.78%

3745 54 63 74 g9 103 115

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22275: Benzo[b]thiophene, 4-methyl-

147 8.40 8.60 8.80 9.00 9.20

m/z 63.00 6.44%
5000
45
103 115
0 .“...,”..u..”;??.w...J“w.t,”.g?..”,a...“...1%?.%??.w...ﬂp...,.”.

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091426.D

Aca On : 5 Dec 2016 19:05

Operator : UM/SJ

Sample : H5838-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 9 5-Dodecylbicyclo(2.2.1)-2-h... Concentration Rank 6

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

8.92 17.19 ng 1105470 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Dodecvlbicvclo(2.2.1)-2-heptene 262 C19H34 022094-86-6 64
2 icvclor3 2_0lhept-2-ene. cis- 94 C7H10 1000155-54-0 64
3 2-Amino-bicvclol2.2_1Thept-5-ene... 134 C8H10N2 1000190-89-6 64
4 Tetrazololl.5-alpvrazine 121 C4H3N5 013349-87-6 64
5 Spiro[bicyclo[2.2.1]hept-5-ene-2... 180 C10H1203 1000142-21-3 59

Abundance Scan 580 (8.916 min): BF091426.D (-577) (-) m/z 66.00 100.00%
6b
43
5000 124
81
108
h vl 147160 8.60 8.80 9.00 9.20 :
Oy m/z 43.00 61.86%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95832: 5-Dodecylbicyclo(2.2.1)-2-heptene
66
5000 TTpTTrT T T T
8.60 8.80 9.00 9.20
m/z 124.10 44 .90%
4l 93 105121
o 27 ‘\ °> 108141135149 163 180 234 262
miz-> 20 45 eb 80 100 150 140 160 180 200 220 240 260
Abundance
66
SRR SRS LA LR
8.60 8.80 9.00 9.20
5000 m/z 81.10 30.10%
39 79
o 26 53 91
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14717: 2-Amino-bicyclo[2.2.1]hept-5-ene-2-carbonitrile T T e
66 8.60 8.80 9.00 9.20
m/z 93.10 28.50%
5000
45
0 27 u‘ i \‘ 79 91 107 134
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 860 880 9.00 9.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091426.D

Aca On : 5 Dec 2016 19:05

Operator : UM/SJ

Sample : H5838-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 10 unknown8.98 Concentration Rank 13

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

8.98 10.21 ng 656741 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butenodinitrile. 2-(ethvlamino)- 121 C6H7N3 1000196-59-7 43
2 3.5-Octadivne 106 C8H10 016387-70-5 43
3 Pvridine. 5-ethvl-2-methvl- 121 C8H1i1N 000104-90-5 35
4 Benzeneacetamide. .alpha.-amino- 150 C8H10N20 000700-63-0 27
5 Spiro[2.4]heptane, l-ethenyl-5-(... 160 C12H16 074793-03-6 27

Abundance Scan 586 (8.985 min): BF091426.D (-584) (-) m/z 106.05 100.00%
106

5000

|

860 880 900 920 940
Of m/z 43.00 90.92%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #9207: 2-Butenodinitrile, 2-(ethylamino)-
106
79

5000 121 LI L B o i B o
66 8.60 8.80 9.00 9.20 9.40
29 m/z 80.05 48.57%
‘ 41 52 93
0”“”w”ﬁpnwmnﬂmw”L“”Mmupu.”h.”nhu.”w””“”w””“”
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
106
91
8.60 8.80 9.00 9.20 9.40
5000 65 m/z 91.00 47.99%
77
39 51
oL 15 27
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #9326: Pyridine, 5-ethyl-2-methyl- L B e e
106 8.60 8.80 9.00 9.20 9.40
m/z 79.10 42 .22%
121
5000
79
27 39 51 65 ‘ 93
0”“}ﬂ””“”ﬂmnﬁhwuhpuh””wh.”..”.””.”w””“”w””“” A A
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.60 8.80 9.00 9.20 9.40

8270-BF112916.M Tue Dec 06 13:36:32 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091426.D

Aca On : 5 Dec 2016 19:05

Operator : UM/SJ

Sample : H5838-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 11 5-Phenylbicyclo[2.2.1]hept-... Concentration Rank 8

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

9.38 13.20 ng 990835 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Phenvilbicvclol2.2.1Thept-2-ene 170 C13H14 006143-30-2 64
2 2-Furanone. 4-phenvltetrahvdro 162 C10H1002 1000197-38-4 38
3 2-Azetidinone. 4-phenvl- 147 C9HONO 005661-55-2 22
4 Svdnone. 3-phenvl- 162 C8H6N202 000120-06-9 22
5 Benzeneethanol, .alpha.,.alpha.-... 162 C11H140 025982-72-3 22

Abundance Scan 621 (9.385 min): BF091426.D (-619) (-) m/z 104.05 100.00%
104
5000 80
9.00 9.20 9.40 9.60 9.80
of m/z 80.05 50.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36225: 5-Phenylbicyclo[2.2.1]hept-2-ene
104
66
5000
9.00 9.20 9.40 9.60 9.80
78 170 m/z 66.00 35.27%
o2 S S | U5 1z 14215
mz-> 20 40 60 80 100 120 140 160 180
Abundance
104
9.00 9.20 9.40 9.60 9.80
5000 m/z 161.00 35.09%
o 162
oL 27 39 63 1 91 117 131
mz-> 20 40 60 80 100 120 140 160 180
Abundance #21577: 2-Azetidinone, 4-phenyl-
104 9.00 9.20 9.40 9.60 9.80
m/z 162 .05 31.83%
5000
78
118
o 39, 5 63 | 9 | "} g3 7
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091426.D

Aca On : 5 Dec 2016 19:05

Operator : UM/SJ

Sample : H5838-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 12 Naphthalene, l-ethyl- Concentration Rank 17

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

9.42 7.56 ng 567822 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. l1l-ethvl- 156 C12H12 001127-76-0 96
2 Naphthalene. 2-ethvl- 156 C12H12 000939-27-5 95
3 2-Thiophenecarboxvlic acid. 5-et... 156 C7H802S 023229-72-3 50
4 Ethanone. 1-(2.6-difluorophenvl)- 156 C8H6F20 013670-99-0 50
5 Naphthalene, 1-propyl- 170 C13H14 002765-18-6 43

Abundance Scan 624 (9.419 min): BF091426.D (-623) (-) m/z 141.10 100.00%
141
5000 156
115
39 51 63 77 91 105 | 128 | | 170 9.00 9.20 9.40 9.60 9.80
o i O ¥ TR e | m/z 156.10 42 .34%
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 9.80
115 m/z 115.00 22.21%
miz--> 20 40 60 80 100 120 140 160 180
Abundance
141
156 9.00 920 9.40 9.60 9.80
5000 m/z 147.00 20.59%
115
oL 15 27 39 51 63 % 89 102 128
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27435: 2-Thiophenecarboxylic acid, 5-ethyl-
141 9.00 9.20 9.40 9.60 9.80
m/z 162.05 13.99%
5000 156
45 111
0 2\6 ‘\ ‘ \\57 ‘6‘7“ 7‘\7 Il \9‘7 “ 124 \M 1N
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091426.D

Aca On : 5 Dec 2016 19:05

Operator : UM/SJ

Sample : H5838-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 13 Benzo[b]thiophene, 2,7-dime... Concentration Rank 20

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

9.48 5.65 ng 424029 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblthiophene. 2.7-dimethvl- 162 C10H10S 016587-40-9 87
2 Benzolblthiophene. 2.5-dimethvl- 162 C10H10S 016587-48-7 83
3 Benzolblthiophene. 3.6-dimethvl- 162 C10H10S 016587-50-1 72
4 4-Piperidinopvridine 162 C10H14N2 002767-90-0 58
5 1,2,3,4-Tetrahydro-1-methyl-4-ox... 162 C9H10N20 035042-16-1 53

Abundance Scan 629 (9.476 min): BF091426.D (-626) (-) m/z 162.10 100.00%
162
5000
39 51 63 77 o1 100 10 128 76 9.20 9.40 9.60 9.80
(o} m/z 161.00 91.24%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30451: Benzo[b]thiophene, 2,7-dimethyl-
162
5000
9.20 9.40 9.60 9.80
. e 128 47 m/z 147.00 57.90%
15 27 3\9\ w‘\\\ u\“\ 91 192 ‘ . \‘\ 137 \‘\
miz--> 20 40 60 80 100 120 140 160 180
Abundance
162
9.20 9.40 9.60 9.80
5000 m/z 163.00 14.81%
147
15 27 39 59 69 80 o1 40p 115 128137
mz-> 20 40 60 80 100 120 140 160 180
Abundance #30450: Benzo[b]thiophene, 3,6-dimethyl-
162 9.20 9.40 9.60 9.80
m/z 128.05 13.43%
5000 28
39 147
15 51 67 80 g3 115 158
ob— .“l I H - I\‘lh‘l‘\\l\\h\‘l‘w\lw\l‘w‘l‘\\lw yl ‘lm;\%l'lqlz i ‘l‘ ‘I‘ . \l\ s — I \l ‘l ———— e LA A=t
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091426.D

Aca On : 5 Dec 2016 19:05

Operator : UM/SJ

Sample : H5838-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 14 Naphthalene, 2,3-dimethyl- Concentration Rank 10

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

9.66 11.28 ng 846722 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 98
2 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 96
3 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 96
4 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 96
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96

Abundance Scan 645 (9.659 min): BF091426.D (-643) (-) m/z 141.10 100.00%
141 156
5000
115
39 51 63 77 g9 10, 128 178 9.40 9.60 9.80 10.00
o m/z 156 .05 88.15%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27164: Naphthalene, 2,3-dimethyl-
141 156
5000
9.40 9.60 9.80 10.00
26 115 159 m/z 155.10 23.96%
,,1§|,’%,7,%?,,??,‘ff,‘,‘lhl,?9,,19,2,,\;',m,,‘l\,,w o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
141 156
9.40 9.60 9.80 10.00
5000 m/z 115.00 23.10%
115
. 27 39 51 63 76 g9 40 e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27192: Naphthalene, 1,4-dimethyl- R R RS S
141 156 9.40 9.60 9.80 10.00
m/z 128.05 16.30%
5000
115
0 s S8 7 e a2 TR )
m/z--> 20 40 60 80 100 120 140 160 180 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091426.D

Aca On : 5 Dec 2016 19:05

Operator : UM/SJ

Sample : H5838-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 15 6-exo-Methylbicyclo[2.2.1]h... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.04 10.35 ng 776861 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-exo-Methvlbicvclol2.2.11lhept-2... 152 C9H1202 004397-23-3 80
2 Bicvclol2.2.11hept-2-ene. 5-ethe... 120 C9H12 003048-64-4 72
3 3.4-Dihvdrodicvclopentadiene 134 C10H14 1000113-53-5 72
4 Bicvclol2.2.1Thept-5-ene-2-carbo... 119 C8HON 000095-11-4 72
5 Bicyclo[2.2.1]hept-2-ene, 5,6-bi... 190 C9H12CI2 005992-56-3 72
Abundance Scan 678 (10.036 min): BF091426.D (-676) (-) m/z 66.00 100.00%
g6
5000 99
39 155 "G R0 1000 1090 1040
51 77 170 9.80 10.00 10.20 10.40
Ol ety 88 L 115 128 141 | 77 184194 m/z 99.00 36.98%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24917: 6-exo-Methylbicyclo[2.2.1]hept-2-ene-5-endo-carbox...
66
5000 U RN BN SRR B
9.80 10.00 10.20 10.40
m/z 155.05 12.73%
o 27 3% 5 77 91 105 117 153
mz-> 20 40 60 80 100 120 140 160 180 |
Abundance
66
9.80 10.00 10.20 10.40
5000 m/z 39.10 12.47%
o 27 39 51 79 91 105 120
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14350: 3,4-Dihydrodicyclopentadiene R A RS
66 9.80 10.00 10.20 10.40
m/z 65.05 9.04%
5000
39
15 27 7 5t 77 %t 105 110 1
m/z--> 20 40 60 80 100 120 140 160 180 ' 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091426.D

Aca On : 5 Dec 2016 19:05

Operator : UM/SJ

Sample : H5838-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 16 1,1"-Biphenyl, 2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.56 6.39 ng 479530 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.17-Biphenvl. 2-methvl- 168 C13H12 000643-58-3 95
2 1.1"-Biphenvl. 4-methvl- 168 C13H12 000644-08-6 94
3 Fluorene. 2.4a-dihvdro- 168 C13H12 059247-36-8 90
4 Diphenylmethane 168 C13H12 000101-81-5 90
5 1,1"-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 89

Abundance Scan 724 (10.562 min): BF091426.D (-721) (-) m/z 168.05 100.00%

168

5000

10.20 10.40 10.60 10.80

0 m/z 167.10 79.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34879: 1,1'-Biphenyl, 2-methyl-
168
5000
153 10.20 10.40 10.60 10.80
83 m/z 132.10 36.41%
27 39 51 63 L 1}5 128 141 ‘ |
ottt e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
168
10.20 10.40 10.60 10.80
5000 m/z 165.10 34.93%

152
27 39 51 63 76 91 1092 115 128139

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #34867: Fluorene, 2,4a-dihydro-

165 10.20 10.40 10.60 10.80
m/z 153.10 28.80%
5000
82 153
63 115 139 ‘
) AN VA S NS A N | — ANAVEIAILE

m/z--> 20 40 60 80 100 120 140 160 180 200 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091426.D

Aca On : 5 Dec 2016 19:05

Operator : UM/SJ

Sample : H5838-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 17 1H-Indene, 1-ethenyl-2,3-di... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

10.78 17.35 ng 927988 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 1-ethenvl-2.3-dihvdro- 144 C11H12 051783-46-1 60
2 Benzene. 1-pentvnvl- 144 C11H12 004250-81-1 58
3 1.6-Naphthvridine. 4-methvl- 144 C9H8N2 007675-30-1 50
4 1H-Indene. 4.7-dimethvl- 144 C11H12 006974-97-6 49
5 1H-Indene, 1,3-dimethyl- 144 C11H12 002177-48-2 46

Abundance Scan 743 (10.779 min): BF091426.D (-740) (-) m/z 144.10 100.00%

144

5000

-

10.40 10.60 10.80 11.00

0 m/z 43.00 77.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19607: 1H-Indene, 1-ethenyl-2,3-dihydro-
129
5000 115 144 LI L L L L L L L LB}

10.I4O lO.IGO 10.I80 ll.IOO
m/z 129.05 51.27%

27 39 51 63 77 ly9p | |
o) T DS VSIS N Mt S| | R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
115 129
144 T[rrrr[rrrrprrrrprrrr
10.40 10.60 10.80 11.00
5000 m/z 143.10 39.86%
77 102
15 27 39 51 63 91
L B A e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20339: 1,6-Naphthyridine, 4-methyl- e ARERN AR o)
144 10.40 10.60 10.80 11.00
m/z 91.00 38.69%
5000 129
N I S TH S e
m/z--> 20 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091426.D

Aca On : 5 Dec 2016 19:05

Operator : UM/SJ

Sample : H5838-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 18 Naphtho[2,3-b]thiophene Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
11.26 5.97 ng 319585 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthol2.3-bl1thiophene 184 C12H8S 000268-77-9 97
2 Dibenzothiophene 184 C12H8S 000132-65-0 94
3 Azuleno(2.1-b)thiophene 184 C12H8S 000248-13-5 91
4 Dibenzothiophene. 5-oxide 200 C12H80S 001013-23-6 64
5 2,5-Cyclohexadiene-1,4-dione, 2,... 184 C8H805 000085-23-4 59

Abundance Scan 785 (11.259 min): BF091426.D (-781) (-) m/z 184.00 100.00%
184
5000
lwﬁz 11.00 11.20 11.40 11.60
63 79 92 113 : : : :
O 2l 303 T 126 .'|i 105 laseos 7739705 18.60%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #45494: Naphtho[2,3-b]thiophene
184
5000 A AR I B R
11.00 11.20 11.40 11.60
139 m/z 185.00 15.05%
63 0 92 3 152
34 45 54 1010 M3 126 | T 169
m/z--> Jo A 80 100 150 140 160 180 200
Abundance
184
11.00 11.20 11.40 11.60
5000 m/z 152.10 9.64%
139
39 5 6979 % 113 126 152
mz-> 40 60 80 100 120 140 160 180 200
Abundance #45493: Azuleno(Z,l—b)thiophene TT I T[T T T T[T T T T [rrrr[rro1
184 11.00 11.20 11.40 11.60
m/z 92.00 7.26%
5000
o 45 63 | 101114126 | 7, 169 |
m/z--> 40 i 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091426.D

Aca On : 5 Dec 2016 19:05

Operator : UM/SJ

Sample : H5838-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 19 unknownl11.30 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.30 9.36 ng 500810 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Methvlenedioxvphenvlacetic acid 180 C9H804 002861-28-1 46
2 Benzeneacetic acid. 4-methoxy-.a... 180 C9H804 007099-91-4 43
3 Adamantane-1-carboxvlic acid 180 C11H1602 000828-51-3 43
4 4-Methoxv-3-methvlphenvlacetic acid 180 C10H1203 004513-73-9 43
5 Thieno[3,2-c]pyridine 135 C7H5NS 000272-14-0 20
Abundance Scan 789 (11.305 min): BF091426.D (-787) (-) m/z 135.00 100.00%
135 180
5000
—v—v-|—v—v—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—
196 214 11.00 11.20 11.40 11.60
o} m/z 180.00 90.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43225: 3,4-Methylenedioxyphenylacetic acid
35
5000
180 11.00 11.20 11.40 11.60
77 m/z 91.00 54 _.04%
51 105
14 27 39 | 65 M 93 121 | 155 ‘
m/z--> ﬁo 45 éo 85 160 150 140 160 1éo 260 220
Abundance
135
11.00 11.20 11.40 11.60
5000 m/z 116.10 43.76%
77
64 92 107 180
27 38 50 120 152 167
m/z--> ﬁo 45 éo 85 160 120 150 160 1éo 260 220
Abundance #42447: Adamantane-1-carboxylic acid LR B e
135 11.00 11.20 11.40 11.60
m/z 156.05 42 .31%
5000
79
93
27 4l g5 67 ‘ 107 180
0"'lW"V'Nw"““'“'l“'yﬁ"h"“l'“'l“"w""
m/z--> 20 40 100 120 140 160 180 200 220 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091426.D

Aca On : 5 Dec 2016 19:05

Operator : UM/SJ

Sample : H5838-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 20 4H-Cyclopenta[def]phenanthrene Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
11.98 9.16 ng 489714 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 90
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 72
3 Methvl diselenide 190 C2H6Se2 007101-31-7 55
4 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 50
5 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BCI03S 036155-87-0 40

Abundance Scan 848 (11.979 min): BF091426.D (-846) (-) m/z 190.10 100.00%
190
5000
o 1160 11.80 12,00 1220
63 81 163 . . . .
ol .20 L [ (MO 127139150 7176 I 204 "m/z 189.05  95.94%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190
5000
o4 11.60 11.80 12.00 12.20
m/z 191.10 23.72%
oL 27 3950 63 8 | 110122 137 150 163 178 |
mz-> 20 40 60 80 100 120 140 160 180 200 '
Abundance
189
11.60 11.80 12.00 12.20
5000 m/z 187.10 19.39%
94
8l 163
L S S UL DU UL B WL S WL
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #49343: Methyl diselenide
9 190 11.60 11.80 12.00 12.20
m/z 94.60 18.58%
175
5000
80 109 160
OI At R B T T
miz-> 20 40 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120516\
Data File : BF091426.D

Acq On : 5 Dec 2016 19:05

Operator : UM/SJ

Sample - H5838-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.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]
2-Pentanone, 4-hy... 5.02 12.6 ng 466762 1 6.85 739745 20.0
Benzene, l-ethyl-_.. 6.54 9.3 ng 342643 1 6.85 739745 20.0
unknown6 .62 6.62 98.1 ng 3628770 1 6.85 739745 20.0
4,7-Methano-1H-in. .. 6.97 23.5 ng 869573 1 6.85 739745 20.0
1H-Indene, 1l-methyl- 7.88 20.9 ng 1343450 2 8.14 1286190 20.0
Bicyclo(2.2.1)hep... 8.02 17.1 ng 1097870 2 8.14 1286190 20.0
Benzo[b]thiophene. .. 8.80 10.3 ng 661744 2 8.14 1286190 20.0
5-Dodecylbicyclo(... 8.92 17.2 ng 1105470 2 8.14 1286190 20.0
unknown8 .98 8.98 10.2 ng 656741 2 8.14 1286190 20.0
5-Phenylbicyclo[2... 9.38 13.2 ng 990835 3 9.89 1501510 20.0
Naphthalene, 1l-et... 9.42 7.6 ng 567822 3 9.89 1501510 20.0
Benzo[b]thiophene. .. 9.48 5.7 ng 424029 3 9.89 1501510 20.0
Naphthalene, 2,3-... 9.66 11.3 ng 846722 3 9.89 1501510 20.0
6-exo-Methylbicyc... 10.04 10.4 ng 776861 3 9.89 1501510 20.0
1,1*-Biphenyl, 2-_.. 10.56 6.4 ng 479530 3 9.89 1501510 20.0
1H-Indene, l-ethe... 10.78 17.4 ng 927988 4 11.37 1069770 20.0
Naphtho[2,3-b]Jthi... 11.26 6.0 ng 319585 4 11.37 1069770 20.0
unknownl11.30 11.30 9.4 ng 500810 4 11.37 1069770 20.0
4H-Cyclopenta[def... 11.98 9.2 ng 489714 4 11.37 1069770 20.0
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