LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087566.D

Aca On : 31 May 2016 00:28

Operator : UM/SJ

Sample : H3249-03

Misc :

ALS Vial : 84 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-BF052316.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.193 51 53 61 rvB 25946 60885 1.60% 0.104%
2 4.719 272 274 296 rVB 52624 272854 7.17% 0.464%
3 5.107 305 308 312 rBV 18686 41038 1.08% 0.070%
4 5.404 333 334 340 rBV2 412645 1135263 29.84% 1.932%
5 5.496 340 342 349 rVB 132460 325662 8.56% 0.554%
6 5.770 361 366 371 rBV3 48406 143760 3.78% 0.245%
7 5.987 381 385 388 rBV 21695 45882 1.21% 0.078%
8 6.250 406 408 414 rBV 120162 223531 5.88% 0.380%
9 6.342 414 416 422 rVB 22721 44055 1.16% 0.075%
10 6.867 459 462 465 rBV 120821 235165 6.18% 0.400%
11 6.924 465 467 472 rVB2 37356 84252 2.21% 0.143%
12 7.016 472 475 481 rBvV2 41276 98926 2.60% 0.168%

13 7.107 481 483 485 rBvV 239535 430201 11.31% 0.732%
14 7.142 485 486 490 rBV 1123499 2377936 62.51% 4.048%
15 7.404 505 509 511 rBv4 46868 118288 3.11% 0.201%

16 7.484 513 516 522 rVB 386256 787392 20.70% 1.340%
17 7.565 522 523 527 rVB 111155 153542 4.04% 0.261%

18 7.633 527 529 532 rVB 47896 68524 1.80% 0.117%
19 7.702 533 535 543 rBV 1938549 2828308 74.35% 4.814%
20 7.816 543 545 547 rBV 61447 88741 2.33% 0.151%

21 7.885 547 551 553 rBV3 83415 204764 5.38% 0.349%
22 8.033 560 564 569 rBv2 172562 391873 10.30% 0.667%
23 8.102 569 570 572 rVB 42359 42173 1.11% 0.072%
24 8.182 574 577 580 rBV 475916 694595 18.26% 1.182%
25 8.250 580 583 585 rBvV 180421 307822 8.09% 0.524%

26 8.296 585 587 591 rvB2 281802 482355 12.68% 0.821%
27 8.365 591 593 594 rBV2 144758 204956 5.39% 0.349%
28 8.399 594 596 599 rvv 1719148 2161306 56.81% 3.679%
29 8.490 602 604 607 rvB3 119208 167080 4_.39% 0.284%
30 8.559 607 610 612 rBv2 83167 165416 4 _.35% 0.282%

31 8.605 612 614 619 rvB4 211289 516841 13.59% 0.880%
32 8.685 619 621 622 rBV 31443 42469 1.12% 0.072%
33 8.776 625 629 630 rBv2 114126 269574 7.09% 0.459%
34 8.799 630 631 634 rVB2 244260 259189 6.81% 0.441%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087566.D

Aca On : 31 May 2016 00:28

Operator : UM/SJ

Sample : H3249-03

Misc :

ALS Vial : 84 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 8.856 634 636 639 rvB 254292 354003 9.31% 0.603%

36 8.902 639 640 642 rVB 101880 81009 2.13% 0.138%
37 8.970 645 646 648 rBv2 76466 120884 3.18% 0.206%
38 9.016 648 650 654 rvB2 103819 185754 4._.88% 0.316%
39 9.096 655 657 661 rBv2 291650 558967 14.69% 0.951%
40 9.153 661 662 665 rvB2 131091 189622 4.98% 0.323%

41 9.256 669 671 678 rvB3 135635 536275 14.10% 0.913%
42 9.359 678 680 681 rBvV 81638 132168 3.47% 0.225%
43 9.393 681 683 684 rBvV 207296 296757 7.80% 0.505%
44 9.428 684 686 688 rvB2 302750 413085 10.86% 0.703%
45 9.473 688 690 691 rBvV 108273 147110 3.87% 0.250%

46 9.519 691 694 699 rBv3 492142 1265788 33.27% 2.155%
47 9.610 699 702 703 rBv2 117750 189529 4.98% 0.323%
48 9.725 709 712 714 rBV2 164246 361568 9.50% 0.615%
49 9.759 714 715 719 rVB 179206 262734 6.91% 0.447%
50 9.828 719 721 724 rVB2 98398 203002 5.34% 0.346%

51 9.908 724 728 729 rBVv3 208280 455843 11.98% 0.776%
52 10.056 737 741 743 rBV3 259151 527799 13.87% 0.898%
53 10.136 745 748 749 rvv2 257382 494608 13.00% 0.842%
54 10.170 749 751 752 rVB2 118264 124989 3.29% 0.213%
55 10.216 752 755 758 rVB 243441 395572 10.40% 0.673%

56 10.273 758 760 762 rBV 177362 315538 8.29% 0.537%
57 10.353 762 767 774 rVV 1288758 2619344 68.85% 4._.459%
58 10.502 777 780 783 rVB 838389 1351590 35.53% 2.301%
59 10.593 785 788 790 rBv4 262485 496505 13.05% 0.845%
60 10.673 792 795 797 rBvV2 246073 308969 8.12% 0.526%

61 10.833 805 809 811 rBv2 317615 643891 16.93% 1.096%
62 10.971 819 821 825 rBv4 92470 174041 4._.57% 0.296%
63 11.039 825 827 830 rvB2 166761 237917 6.25% 0.405%
64 11.119 830 834 837 rBv2 589367 1495867 39.32% 2.546%
65 11.176 837 839 840 rVvB 700159 836636 21.99% 1.424%

66 11.222 840 843 845 rvB2 165046 272433 7.16% 0.464%
67 11.291 846 849 850 rBV 2814208 3804180 100.00% 6.476%
68 11.416 858 860 862 rVvB 179583 229054 6.02% 0.390%
69 11.462 862 864 866 rBv2 144092 200574 5.27% 0.341%
70 11.542 869 871 877 rVB3 640658 1340581 35.24% 2.282%

71 11.633 877 879 881 rBv2 226336 337608 8.87% 0.575%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087566.D

Aca On : 31 May 2016 00:28

Operator : UM/SJ

Sample : H3249-03

Misc :

ALS Vial : 84 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-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 11.691 881 884 885 rBV 229615 378426 9.95% 0.644%
73 11.794 891 893 895 rVvB 356772 458016 12.04% 0.780%
74 11.874 895 900 902 rBV2 415643 1016290 26.72% 1.730%
75 11.942 902 906 908 rBV3 268475 766460 20.15% 1.305%

76 12.114 919 921 927 rVvB2 302888 607511 15.97% 1.034%
77 12.342 936 941 945 rBv2 709670 1588663 41.76% 2.704%
78 12.411 945 947 953 rvB4 258581 767290 20.17% 1.306%
79 12.582 960 962 965 rBVv3 159526 364129 9.57% 0.620%
80 12.708 969 973 975 rBv4 128078 338372 8.89% 0.576%

81 12.822 981 983 985 rvB2 152226 204095 5.37% 0.347%
82 12.994 996 998 1000 rBV 232016 298652 7.85% 0.508%
83 13.394 1030 1033 1034 rBV3 150726 340348 8.95% 0.579%
84 13.474 1037 1040 1043 rVV3 257046 710090 18.67% 1.209%
85 13.531 1043 1045 1047 rVB 701815 896365 23.56% 1.526%

86 13.657 1053 1056 1059 rBV2 1846372 3061371 80.47% 5.211%
87 13.771 1064 1066 1071 rBv4 190387 561309 14.76% 0.955%
88 14.034 1087 1089 1091 rVB 188993 229038 6.02% 0.390%
89 14.125 1094 1097 1100 rBV 480299 1104181 29.03% 1.880%
90 14.502 1128 1130 1132 rBV 248982 442140 11.62% 0.753%

91 14.560 1132 1135 1137 rVB 972699 1713405 45.04% 2.917%
92 14.628 1139 1141 1143 rBV2 228254 405435 10.66% 0.690%
93 14.674 1143 1145 1150 rVB2 238296 410150 10.78% 0.698%
94 14.765 1151 1153 1156 rBV 502265 643551 16.92% 1.095%
95 17.097 1355 1357 1360 rBV 2450253 2820640 74.15% 4_.801%

96 18.480 1476 1478 1489 rVB2 258532 662370 17.41% 1.127%
97 20.183 1624 1627 1639 rBV 162607 522343 13.73% 0.889%

Sum of corrected areas: 58747052
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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:\HPCHEM1I\BNA F\DATA\BF052916\

BF087566.D

31 May 2016 00:28

UM/SsJ

H3249-03

84 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087566.D

Aca On : 31 May 2016 00:28

Operator : UM/SJ

Sample = H3249-03

Misc :

ALS Vial : 84 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown8.03 Concentration Rank 18

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

8.03 9.95 ng 391873 1,4-Dichlorobenzene-d4 7.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvl-2-butenoic acid. 3-phen... 216 C14H1602 056500-41-5 38
2 2-Butvnoic acid. 4-I(tetrahvdro-... 198 C10H1404 069511-49-5 35
3 3-Ethvl-5-methvl-1-heptvn-3-ol 154 C10H180 207974-16-1 35
4 Oxalic acid. cvclohexvl dodecvl ... 340 C20H3604 1000309-31-4 35
5 Trichloromethane 118 CHCI3 000067-66-3 35

Abundance Scan 564 (8.033 min): BF087566.D (-560) (-) m/z 83.05 100.00%
a3
97
5000
41 55 119
70
134 7.60 7.80 8.00 8.20 8.40
0 m/z 97.05 66.64%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #74316: 3-Methyl-2-butenoic acid, 3-phenyl-2-propenyl ester
83
5000
7.60 7.80 8.00 8.20 8.40
,, 39 55 117 m/z 55.05 28.86%
0 T e 108 d 137 216
m/z--> 26 45 éo 85 160 150 150 160 180 260 220
Abundance
83
760 7.80 8.00 820 8.40
5000 m/z 119.10 28.80%
27 39 ° 68 99
0 115 135 149 167 186197
rrryrrrryrrrryrrrTrrT T T T T T T T T T T T T T T T T T T T T T T T T
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #26761: 3-Ethyl-5-methyl-1-heptyn-3-ol
83 7.60 7.80 8.00 8.20 8.40
m/z 105.10 27 .74%
5000
57 69 125
oL 15 \H ‘ L %00 | 136
m/z--> 2'0 4I ' o 1c')0 150 14'10 160 180 2(')0 220 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087566.D

Aca On : 31 May 2016 00:28

Operator : UM/SJ

Sample = H3249-03

Misc :

ALS Vial : 84 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 unknown8.18 Concentration Rank 7

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

8.18 17.64 ng 694595 1,4-Dichlorobenzene-d4 7.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Nonanone 142 C9H180 004485-09-0 43
2 1.2-Dimethvilcvclopentanol 114 C7H140 019550-45-9 38
3 4-Octanone. 7-methvl- 142 C9H180 020809-46-5 38
4 Cvcloheptane. 1.3-dimethoxv-. cis- 158 C9H1802 030363-90-7 37
5 3,4-Dimethylcyclohexanol 128 C8H160 005715-23-1 32

Abundance Scan 577 (8.182 min): BF087566.D (-574) (-) m/z 43.05 100.00%
43 71
5000 -
g2 P 100 ., NN VSV
|| ||| I | ‘ | | | 142 7.80 8.00 820 8.40 8.60
o} N 1 e O 11 AN D Y Y S m/z 71.10 85.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19933: 4-Nonanone
43
71
5000 99
58 7.80 8.00 820 8.40 8.60
27 86 m/z 41.10 43.03%
w Ll LT 142
OFrr e T P T T e ey
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
71
43 780 8.00 8.20 840 8.60
5000 58 m/z 58.05 33.89%
28 85
. 15 9 114
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19980: 4-Octanone, 7-methyl-
43 7.80 8.00 820 8.40 8.60
7 m/z 95.10 29.34%
5000 27 58
86 99
142
0--|nn|-nl‘|nn‘|lh-|--‘i‘-|-n-|l-n|-n‘-|nn‘|-n-ilulu3--|-il--2-7|-n-|nn|- B B e e B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.80 8.00 820 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087566.D

Aca On : 31 May 2016 00:28

Operator : UM/SJ

Sample = H3249-03

Misc :

ALS Vial : 84 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Cyclohexane, l-ethyl-1-methyl- Concentration Rank 14

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

8.30 12.25 ng 482355 1,4-Dichlorobenzene-d4 7.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l-ethvl-1-methvl- 126 C9H18 004926-90-3 50
2 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 49
3 Furan. 2.3-dihvdro-4-(l1-methvlpr... 126 C8H140 034379-54-9 47
4 Sulfurous acid. cvclohexvimethvl... 430 C25H5003S 1000309-22-6 38
5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 38

Abundance Scan 587 (8.296 min): BF087566.D (-585) (-) m/z 97.10 100.00%
g7
111
5000
41 D
|| ‘ 69 g3 125 ., 8.00 8.20 8.40 8.60
Obrrerrrrrprrer et il 118 T777111.10 0 66.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11604: Cyclohexane, 1-ethyl-1-methyl-
55 97
5000
41 8.00 8.20 8.40 8.60
27 69 m/z 55.10 28.01%
N S L A el S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
97
55 R L L IR L
8.00 8.20 8.40 8.60
5000 41 69 m/z 41.10 23.75%
27
15 77 84 112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11491: Furan, 2,3-dihydro-4-(1-methylpropyl)-, (S)- I RS
97 8.00 8.20 8.40 8.60
m/z 39.10 16.00%
5000 41
126
18 27 5 89 49 111
0'“I”JP'MP”'H”'NLW'JW”““””I“JP'”ﬁ“'P”W'”W”'W R U L IR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087566.D

Aca On : 31 May 2016 00:28

Operator : UM/SJ

Sample = H3249-03

Misc :

ALS Vial : 84 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 1-Adamantanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.35 41_.39 ng 2619340 Naphthalene-d8 9.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Adamantanol 152 C10H160 000768-95-6 91
2 5.7-Octadien-4-one. 2.6-dimethyl... 152 C10H160 003588-18-9 59
3 4-Pvridinol 95 C5H5NO 000626-64-2 50
4 Cvclopentene. 1.4-dimethvl-5-(1-... 138 C10H18 061142-33-4 45
5 2-Pyrimidinamine 95 C4H5N3 000109-12-6 45
Abundance Scan 767 (10.353 min): BF087566.D (-762) (-) m/z 95.10 100.00%
95
5000
41 152
55 g7 77 109 10.00 10.20 10.40 10.60
Obrprrrrprrr g e 8T 128 187 | 160 m/z 152.15 14_13%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25084: 1-Adamantanol
95
5000 RUNNBMUNESRARAN RS B
152 10.00 10.20 10.40 10.60
a1 m/z 41.10 13.81%
o2l S ST s
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
95
10,00 10.20 10.40 10.60
5000 m/z 94.10 11.87%
41 o
o 57 109 137 192
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #2661: 4—Pyl’idil’]0| S L B B B O
95 10.00 10.20 10.40 10.60

m/z 39.10 11.36%

5000
4 67
55 ‘ 78

e A B mm e S

I T T T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087566.D

Aca On : 31 May 2016 00:28

Operator : UM/SJ

Sample = H3249-03

Misc :

ALS Vial : 84 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 2-Cyclopentene-1-carboxylic... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.50 21.36 ng 1351590 Naphthalene-d8 9.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclopentene-1-carboxvlic acid... 154 C9H1402 006894-69-5 53
2 Pvridine. 2.5-diamino- 109 C5H7N3 004318-76-7 52
3 Phenol. o-amino- 109 C6H7NO 000095-55-6 52
4 p-Ilsopropoxvaniline 151 C9H13NO 007664-66-6 50
5 (1,2,3-Trimethyl-cyclopent-2-eny... 140 C9H160 1000190-91-3 50
Abundance Scan 780 (10.502 min): BF087566.D (-777) (-) m/z 109.10 100.00%
109
5000
95
41 166
55 67 77 151 10.20 10.40 10.60 10.80
Ob el 2 Sl i 123 189 11 |1 795 10 29 40%
m/z--> 20 40 60 80 100 120 140 160
Abundance #27746: 2—CycIopentene—l—carboxyli((:bacid, 1,2,3-trimethyl-
109
5000
10.20 10.40 10.60 10.80
67 154 m/z 41.10 14 .40%
39 55 81 093
o ,.‘n..‘ﬂh‘.ﬂ‘.,.‘n. il U AL II1?§ .%%9.. B
m/z--> 20 40 60 80 100 120 140 160
Abundance
109
10.20 10.40 10.60 10.80
5000 m/z 166.20 12.28%
54 82
ol 16 %8 4 69 92
miz--> 20 40 60 80 100 120 140 160
Abundance #5546: Phenol, o-amino-
109 10.20 10.40 10.60 10.80
80 m/z 108.10 11.97%
5000
53
O }4| ?Z' éﬁ' “wh'lﬁé" e ?}' |'l"'| U PN SN N AR A
m/z--> 20 40 60 80 100 120 140 160 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087566.D

Aca On : 31 May 2016 00:28

Operator : UM/SJ

Sample = H3249-03

Misc :

ALS Vial : 84 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Naphthalene, 1-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.83 10.17 ng 643891 Naphthalene-d8 9.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 87
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 70
3 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 70
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 50
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 38
Abundance Scan 809 (10.833 min): BF087566.D (-805) (-) m/z 142.10 100.00%
5000
159 10.60 10.80 11.00 11.20
o - et m/z 141.10  94.26%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #19232: Naphthalene, 1-methyl-
142
5000 IR U SUE UL R
115 10,60 10.80 11.00 11.20
m/z 95.10 82 .48%
27 39 51 63 74 89 190 | 126 |
m/z--> 20 30 45 55 60 fo 80 gb 100 110 120 130 140 150 160 170 180
Abundance
142
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—h
10.60 10.80 11.00 11.20
5000 m/z 55.10 53.56%
115
0 39 5058 71 89 102 126
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- A BT B S
141 10.60 10.80 11.00 11.20
m/z 69.10 50.74%
5000 115
m/z--> 20 30 40 50 6|0 70 80 9'0 100 110 120 130 140 150 160 170 180 10,60 10.80 11.00 11.20

8270-BF052316.M Tue May 31 19:39:22 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087566.D

Aca On : 31 May 2016 00:28

Operator : UM/SJ

Sample = H3249-03

Misc :

ALS Vial : 84 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 unknownl11.12 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

11.12 18.83 ng 1495870 Acenaphthene-d10 12.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Pvran-2-one. 6-pentvl- 166 C10H1402 027593-23-3 49
2 Tricvclol4.3.1.1(3.8)lundecan-3-ol 166 C11H180 014504-80-4 45
3 2-Pvrimidinamine 95 C4H5N3 000109-12-6 43
4 Cvclopropanecarboxvlic acid. 3-e... 168 C10H1602 060066-50-4 43
5 Bicyclo[2.2.1]heptane, 2-(1-meth... 152 C11H20 074663-93-7 43

Abundance Scan 834 (11.119 min): BF087566.D (-830) (-) m/z 95.10 100.00%

9%

109

5000

10.80 11.00 11.20 11.40

(o} m/z 109.10 65.99%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #34818: 2H-Pyran-2-one, 6-pentyl-
95
5000 82 110 LA L L L L L LN |
10.80 11.00 11.20 11.40
39 68 138 166 m/z 41.10 26.74%
29 ‘ 55 ‘ | 123 ‘
O [ T T R T T e T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
95
R R EamEsmmaas
10.80 11.00 11.20 11.40
5000 109 m/z 166.20 25.89%
29 166
55
43 o7 123 435 147
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #2650: 2-Pyrimidinamine
95 10.80 11.00 11.20 11.40
m/z 55.10 22 .85%
68
5000
42
28 H 52
VI | P £ N —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 10.80 11.00 11.20 11.40

8270-BF052316.M Tue May 31 19:39:23 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087566.D

Aca On : 31 May 2016 00:28

Operator : UM/SJ

Sample = H3249-03

Misc :

ALS Vial : 84 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 unknownl1l1l.18 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.18 10.53 ng 836636 Acenaphthene-d10 12.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_.1Theptan-2-one. 1.3.... 166 C11H180 005811-48-3 43
2 Tricvclol4.3.1.1(¢3.8)lundecan-1-ol 166 C11H180 031061-64-0 38
3 Tricvclol4.3.1.1(3.8)lundecan-3-o0l 166 C11H180 014504-80-4 36
4 1.4-Pentadiene. 2.3.4-trimethvl- 110 C8H14 072014-90-5 35
5 Ketone, 1,5-dimethylbicyclo[2.1.... 138 C9H140 024081-57-0 32
Abundance Scan 839 (11.176 min): BF087566.D (-837) (-) m/z 95.10 100.00%
95
5000 108 A,N/\MMAVMJ\Au,¢x~ﬁffﬂafv
45 g T 1080 1160 1150 1140
123
0 ...,....|,|.-...,.'.|..,..-.'.,...'.l,-.??.,l.'!!.,...~.;....,.-...1,3.1..1?,9....,1:‘3.?.,...'.,1.?.4.,.. m/z 108.10 42.94%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #35093: Bicyclo[2.2.1]heptan-2-one, 1,3,7,7-tetramethyl-
95
83
108
5000 A R UM B
55 166 10.80 11.00 11.20 11.40
39 ‘ 69 m/z 109.10 40.30%
0 '“l"“hu"w't'w"j“"”'t""HH'"'jL"w%%?w'+ﬁz"'}ﬁ%"|“"|“"|“
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
95
10.80 11.00 11.20 1140
5000 " m/z 166.20 22 .14%
166
55 67 79 109 153 135 148
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #35057: Tricyclo[4.3.1.1(3,8)]undecan-3-ol
95 10.80 11.00 11.20 11.40
m/z 41.10 15.99%
5000 109
166
43 >3 Ll 123 135 147
o.np.npﬂnpmupuﬁtﬁ‘m..mu.”M,uupwnpm.P”.P”q.”q”.w” e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087566.D

Aca On : 31 May 2016 00:28

Operator : UM/SJ

Sample = H3249-03

Misc :

ALS Vial : 84 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 3,5-Dimethyl-1-adamantanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.54 16.88 ng 1340580 Acenaphthene-d10 12.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-Dimethvl-1-adamantanol 180 C12H200 000707-37-9 87
2 Ethoxv(methvI)chlorosilane 124 C3HOCIOSi 018191-33-8 58
3 Benzene-1.2.3-triamine 123 C6HON3 1000316-45-3 35
4 o-Fluoroacetophenone 138 C8H7FO 000445-27-2 35
5 Tricyclo[4.3.1.1(3,8)]Jundecane, ... 180 C12H200 021898-92-0 35
Abundance Scan 871 (11.542 min): BF087566.D (-869) (-) m/z 123.10 100.00%
3
5000
180 PN N NN
165
11.20 11.40 11.60 11.80
147
ol Leriense | L 194 7z 109.10 | 99.68%
mz--> 20 40 60 80 100 120 140 160 180 200
Abundance #45610: 3,5-Dimethyl-1-adamantanol
109 123
5000 AR B R SULLIE
180 11.20 11.40 11.60 11.80
41 m/z 95.10 40.94%
29 B 67 79 91 165
0 | I\I‘II‘I‘III\‘I | I\I\I IHI‘I I\I\\Illwl\l : | — |]|-4|7| . I‘I — |" T
miz--> 20 40 80 100 120 140 160 180 200
Abundance
109
45 & 123 R UUNIULA UL BN SUNI I
11.20 11.40 11.60 11.80
5000 95 m/z 107.10 30.98%
21 63
54
L L L L L UL L UL S
mz--> 20 40 60 80 100 120 140 160 180 200
Abundance #10119: Benzene-1,2,3-triamine R R RAEEEEa s
123 11.20 11.40 11.60 11.80
m/z 41.10 28.81%
5000
95
39 52 79 105
N TG PR Y I S N MM
mz--> 20 40 60 80 100 120 140 160 180 200 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087566.D

Aca On : 31 May 2016 00:28

Operator : UM/SJ

Sample = H3249-03

Misc :

ALS Vial : 84 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 unknownl11.87 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.87 12.79 ng 1016290 Acenaphthene-d10 12.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Acetvl-3.4.5.6-tetrahvdropvridine 125 C7H11NO 027300-27-2 47
2 2-1sobutvlideneamino-3-methylbut... 152 C9H16N2 125213-17-4 35
3 Ethanone. 1-(2-methvl-1-cvclopen... 124 C8H120 003168-90-9 25
4 2(1H)-Pvridinone. 4-hvdroxv-6-me... 125 C6H7NO2 003749-51-7 25
5 4(3H)-Pyrimidinone, 6-amino-2-me... 125 C5H7N30 1000338-09-8 22
Abundance Scan 900 (11.874 min): BF087566.D (-895) (-) m/z 125.10 100.00%
5
5000
11.60 11.80 12.00 12.20
o 178 194 m/z 43.10 93.19%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10860: 2-Acetyl-3,4,5,6-tetrahydropyridine
43 55 82 125
5000 U N SURN SUNILN I
11.60 11.80 12.00 12.20
97 m/z 55.10 72.31%
o) S B N I N —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
55 82 109
11!60 11)80 12)00 12)20
5000 m/z 41.10 72.10%
41
27 i 95 137
123 152
e L B S L WL L B S WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10586: Ethanone, 1-(2-methyl-1-cyclopenten-1-yl)- Al Emam T R
109 11.60 11.80 12.00 12.20
m/z 109.10 56.59%
5000 a3 I 124
53
Us }?I ?7"|""|?? 'ji” ?}'I SEBANEEREREEES RA R R U N SURIN SUNILN I
m/z--> 20 40 60 80 100 120 140 160 180 11.60 11.80 12.00 12.20

8270-BF052316.M Tue May 31 19:39:26 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087566.D

Aca On : 31 May 2016 00:28

Operator : UM/SJ

Sample = H3249-03

Misc :

ALS Vial : 84 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 unknownll1.94 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.94 9.65 ng 766460 Acenaphthene-d10 12.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 1-methvl-3-vinvloxy- 138 C9H140 100144-30-7 43
2 5-Hexenal. 4-methvlene- 110 C7H100 017844-21-2 38
3 Bicvclol3.1.1Theptane. 2.6.6-tri... 138 C10H18 004795-86-2 30
4 4-Methvl-1.3-heptadiene 110 C8H14 017603-57-5 30
5 4,4-Dimethyl-2-cyclopenten-1-one 110 C7H100 022748-16-9 27
Abundance Scan 906 (11.942 min): BF087566.D (-902) (-) m/z 111.10 100.00%
41 111
5000
137 L S BN B SUGEE B
166 180 104 1160 11,80 12.00 12.20
0 m/z 41.10 84 .05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17577: Cyclohexene, 1-methyl-3-vinyloxy-
o7 95
5000 L SO BN B SUGES B
55 & 1160 11.80 12.00 12.20
m/z 67.10 75.07%
0 Hh \H Ll M ‘H 109 123 138
m/z--> ' ' 80 160 150 150 1éo 1éo 260
Abundance
67
1160 11.80 12.00 12.20
5000 53 m/z 55.10 72.04%
27 4 82
9% 110
L L S S L B L L UL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17016: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, [1R-(1.al... R R RAEEE E A
41 55 11.60 11.80 12.00 12.20
m/z 95.10 69.40%
67 95
5000 81
123
O LU .md, }9?.,‘...%3?... R E R T
m/z--> 20 40 60 80 100 120 140 160 180 200 11. 60 11. 80 12. oo 12.20

8270-BF052316.M Tue May 31 19:39:26 2016

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087566.D

Aca On : 31 May 2016 00:28

Operator : UM/SJ

Sample = H3249-03

Misc :

ALS Vial : 84 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 unknownl2.41 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.41 9.66 ng 767290 Acenaphthene-d10 12.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-But-2-envl (E)-2-methvlbut-2... 154 C9H1402 1000373-71-7 30
2 2(1H)-Naphthalenone. octahvdro-4... 180 C12H200 051557-64-3 25
3 Cvclohexane. l1l-ethvl-2-propvl- 154 C11H22 062238-33-9 15
4 Oxiranecarboxaldehvde. 3-methvl-... 168 C10H1602 016996-12-6 15
5 1H-Indene, octahydro-, trans- 124 C9H16 003296-50-2 11
Abundance Scan 947 (12.411 min): BF087566.D (-945) (-) m/z 55.10 100.00%
5000
12:00 12.20 12.40 12.60 12.80
o m/z 41.10 92.96%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27696: (E)-But-2-enyl (E)-2-methylbut-2-enoate
55 83
5000 109 LA L I L L B L L L B
125 12:00 12.20 12,40 12.60 12.80
09 39 m/z 109.10 71.78%
obts [ Loy e | ‘ 139 154
miz--> 20 40 60 80 100 120 140 160 180
Abundance
41 109
55 AU SN BN BN
180 12.00 12.20 12.40 12.60 12.80
5000 69 g1 95 m/z 39.10 63.42%
123
137 151 165
e L S S U L UL B BRI L I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27082: Cyclohexane, 1-ethyl-2-propyl- R S R R
69 12.00 12.20 12.40 12.60 12.80
m/z 69.10 59.90%
5000 55 111
83 125
O ,... PR ..91 e J... ,..{Sﬁ,.. e e
m/z--> 20 80 100 120 140 160 180 12:00 12.20 12,40 12.60 12.80

8270-BF052316.M Tue May 31 19:39:27 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087566.D

Aca On : 31 May 2016 00:28

Operator : UM/SJ

Sample = H3249-03

Misc :

ALS Vial : 84 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 14 Bicyclo(3.3.1)non-2-ene Concentration Rank 15

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

13.53 11.28 ng 896365 Acenaphthene-d10 12.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclo(3.3.1)non-2-ene 122 C9H14 006671-66-5 87
2 4-Oxatricvclol4.3.1.1(¢3.8)lundec... 166 C10H1402 021898-84-0 83
3 Bicvclol2.2_21oct-5-en-2-one 122 C8H100 002220-40-8 80
4 2-Hexen-4-vne. (BE)- 80 C6H8 033625-96-6 80

5 Bicyclo[2.2.1]hept-2-ene, 2-methyl- 108 C8H12 000694-92-8 80

Abundance Scan 1045 (13.531 min): BF087566.D (-1043) (-) m/z 80.10 100.00%
- \VJJ\J\\&
53 67 107 LN L L L L LN |
94 122 13.20 13.40 13.60 13.80
175
0 b [ 285 159 175 190208 218 ' m/z 79.10  66.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10027: Bicyclo(3.3.1)non-2-ene
80
5000 TT [T T I T [T T T T[T T T T[T TTT]
122 13.20 13.40 13.60 13.80
93 m/z 81.10 40.88%
27 39 53 67 107
o N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
80
R R mEEE
13.20 13.40 13.60 13.80
5000 m/z 41.10 24 .55%
41
27 53 67 93 122
0 107 137149 166
I e e e I e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9971: Bicyclo[2.2.2]oct-5-en-2-one N LA M e
80 13.20 13.40 13.60 13.80
m/z 39.10 23.00%
- W/A\NW
51 65 | a1 122
T o e L T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13. 20 13.40 13.60 13.80

8270-BF052316.M Tue May 31 19:39:28 2016

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087566.D

Aca On : 31 May 2016 00:28

Operator : UM/SJ

Sample = H3249-03

Misc :

ALS Vial : 84 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 unknownl3.77 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.77 17.44 ng 561309 Phenanthrene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indole-2-carboxvlic acid. 1-m... 175 C10H9NO2 016136-58-6 38
2 1H-Indene-4-carboxvlic acid. 2.3... 190 C12H1402 055712-38-4 38
3 Benzene. 1.4-dimethvl-2.5-bis(1-... 190 C14H22 010375-96-9 30
4 m-(1-Cvanoethvl)benzoic acid 175 C10H9NO2 005537-71-3 22
5 Precocene 1 190 C12H1402 017598-02-6 22
Abundance Scan 1066 (13.771 min): BF087566.D (-1064) (-) m/z 175.10 100.00%
175
163
5000
v 150 1560 15180 180"
0 201 214 m/z 163.10  64.94%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #41842: 1H-Indole-2-carboxylic acid, 1-methyl-
175
5000 130 DR DR U B
13. 40 13 60 13. 80 14.00
89 m/z 91.10 56.23%
ST T,
0||||||||||||||||||‘||H|||‘l‘ ||l||l||||||||||||||
m/z--> ﬁo 45 éo éo 160 120 150 160 180 260 250
Abundance
175
1340 13.60 13.80 14.00
5000 m/z 43.10 55.38%
131 157
91 115 190
51 77
|1 27 39 64 103 145
m/z--> ﬁo 45 éo éo 160 150 150 160 180 260 250
Abundance #53189: Benzene, 1,4-dimethyl-2,5-bis(1-methylethyl)- R R RREEEEa
175 13.40 13.60 13.80 14.00
m/z 41.10 54 _.59Y%
5000
133
91 119 190
77 105 147
ol .n.,....@t.§? e, b ﬂ..rﬁu.mt.ﬁﬂ | .ﬂ..,....,.. e
m/z--> 20 60 80 100 120 140 160 180 200 220 13. 40 13 60 13. 80 14.00

8270-BF052316.M Tue May 31 19:39:29 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087566.D

Aca On : 31 May 2016 00:28

Operator : UM/SJ

Sample = H3249-03

Misc :

ALS Vial : 84 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 Bicyclo[4.2.0]Joct-7-ene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.13 34.32 ng 1104180 Phenanthrene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.2.0loct-7-ene 108 C8H12 000616-10-4 90
2 Tricvclol4.4.0.0(3.9)1decane 136 C10H16 029185-96-4 74
3 Bicvclol3.3.11non-2-en-9-one 136 C9H120 004844-11-5 50
4 1-Methvl-6-methvlenebicvclol3.2.... 122 C9H14 1000210-90-0 47
5 Borazine, 1l-methyl- 95 CH8B3N3 021127-94-6 46
Abundance Scan 1097 (14.125 min): BF087566.D (-1094) (-) m/z 94.10 100.00%
5000
aE 13:80 14.00 14.20 14.40
136 153 180 . . . .
ol L iS5200 224 m/z 79.10  73.44%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #5429: Bicyclo[4.2.0]oct-7-ene
79
39
5000 93 SR S AR I B
13.80 14.00 14.20 14.40
m/z 93.10 51.82%
‘ 108
0I'“'P'”I”'J“j”IJ'W'”'I”"'”"'” [T T
miz--> 20 80 100 120 140 160 180 200 220 240 260
Abundance
94
79 136 AU NI B B
13.80 14.00 14.20 14.40
0
5000 a1 1 m/z 80.10 49_.72%
107
27 54
A AR R R LA A AR AR AR AN NS RS R
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #16476: Bicyclo[3.3.1]non-2-en-9-one R B Al e
o 13.80 14.00 14.20 14.40
m/z 41.10 40.10%
136
5000 39
53 6 108
0,..W.MWJ‘ ‘”bhnn.“.”,”...”...” e M
miz--> 20 80 100 120 140 160 180 200 220 240 260 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087566.D

Aca On : 31 May 2016 00:28

Operator : UM/SJ

Sample = H3249-03

Misc :

ALS Vial : 84 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 unknownl14.50 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.50 13.74 ng 442140 Phenanthrene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanemethanol. 4-methvlene- 126 C8H140 001004-24-6 43
2 1.3-Cyclopentadiene. 5.5-dimethv... 136 C10H16 1000163-57-0 27
3 1.3.6-Octatriene. 3.7-dimethvl-.... 136 C10H16 003338-55-4 25
4 Bicvclol3.3.0loctan-3-one. 7-eth... 150 C10H140 1000163-34-3 25
5 Benzeneacetic acid, .alpha.-hydr... 166 C9H1003 021210-43-5 22
Abundance Scan 1130 (14.502 min): BF087566.D (-1128) (-) m/z 93.10 100.00%
107
5000 a .
= 150 450 1440 1450 1480
121 135 : : :
o ek 2 192 216 232 1 Th757107.10  75.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11466: Cyclohexanemethanol, 4-methylene-
93
5000 UL RN UL SRR SRR
28 79 108 mmmmmmmm
4 55 ° m/z 94.10 51.93%
0|||||||||||||||||||||||||1|2|6||||||| L B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
107
or 14:20 14.40 14.60 14.80
5000 79 m/z 41.10 36.34Y%
136
27 39 51 65 121
S R S I R B W B WA AN WS RS B
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #15807: 1,3,6-Octatriene, 3,7-dimethyl-, (2)- L L L L B
9 14.20 14.40 14.60 14.80

m/z 79.10 34 .79%

5000

N
~
SN
=
)]
w
(2]
]
~
©
=
o
a1
=
N
=

o MMM e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 14 20 14. 40 14 60 14. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087566.D

Aca On : 31 May 2016 00:28

Operator : UM/SJ

Sample = H3249-03

Misc :

ALS Vial : 84 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 unknownl4.56 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14 .56 53.25 ng 1713410 Phenanthrene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Menth-8-ene. 3-methvlene- 150 C11H18 1000151-25-7 47
2 Cvclohexanemethanol. 4-methvlene- 126 C8H140 001004-24-6 43
3 Bicvclol3.1.1Thept-3-en-2-one. 4... 150 C10H140 000080-57-9 38
4 (H)-(BE)-Limonene oxide 152 C10H160 006909-30-4 38
5 (2S,4R)-p-Mentha-[1(7),8]-diene ... 168 C10H1602 1000292-74-4 37
Abundance Scan 1135 (14.560 min): BF087566.D (-1132) (-) m/z 93.10 100.00%
93

107
5000

:

135 150 L e BB e e
14.20 14.40 14.60 14.80
169 190 212 230 266

m/z 107.10 58.27%

121

(o]

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #23941: p-Menth-8-ene, 3-methylene-
93 135

i

5000

14.20 14.40 14.60 14.80
m/z 94.10 52.75%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
93
B B B S
14.20 14.40 14.60 14.80
5000 67 m/z 80.10 47 .15%
108
3953 | g0 126
UL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #23878: Bicyclo[3.1.1]hept-3-en-2-one, 4,6,6-trimethyl- e e R B
107 135 14.20 14.40 14.60 14.80
80 150 m/z 41.10 41 .56%
55 122
ol UMM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087566.D

Aca On : 31 May 2016 00:28

Operator : UM/SJ

Sample = H3249-03

Misc :

ALS Vial : 84 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 unknownl14.63 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.63 12.60 ng 405435 Phenanthrene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. 1-isopropenvl-1-(t... 180 C10H1203 124571-32-0 38
2 1.1-Cvyclohexanedimethanol 144 C8H1602 002658-60-8 30
3 9-Azadispirol3.1.3.01nonane 123 C8H13N 135763-48-3 30
4 Bicvclol2.2.1Theptan-2-ol. 1.7.7... 196 C12H2002 005655-61-8 25
5 1H-Pyrrole, 2-ethyl-4-methyl- 109 C7H11N 069687-77-0 25

Abundance Scan 1141 (14.628 min): BF087566.D (-1139) (-) m/z 109.10 100.00%

9

5000

14.40 14.60 14.80 15.00
m/z 95.10 90.71%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45309: Cyclopropane, 1-isopropenyl-1-(terahydrofuran-2,5-...
3

5000

14.40 14. 60 14. 80 15. OO

m/z 41.10 76 .23%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
95
R B RN Bam s o
67 14.40 14.60 14.80 15.00
5000 M 81 m/z 96.10 65.31%
54 3126 144
o e U L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #10222: 9-Azadispiro[3.1.3.0]nonane R B A B
95 14.40 14.60 14.80 15.00
m/z 94.10 55.09%
50000 41
108
27 | 5% s0 122
ol i s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.40 14.60 14.80 15. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087566.D

Aca On : 31 May 2016 00:28

Operator : UM/SJ

Sample = H3249-03

Misc :

ALS Vial : 84 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 unknownl14.67 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .67 12.75 ng 410150 Phenanthrene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Spirol2.41heptane. 4-methvlene- 108 C8H12 024308-54-1 35
2 Cvclooctene. 3-(1l-methvlethenvl)- 150 C11H18 061233-78-1 30
3 3-Methvlenecvcloheptene 108 C8H12 034564-56-2 30
4 1-Methvlene-2-vinvlcvclopentane 108 C8H12 006196-78-7 25
5 Cyclopentanecarbonitrile, 3-(1-m... 135 C9H13N 089683-72-7 25
Abundance Scan 1145 (14.674 min): BF087566.D (-1143) (-) m/z 94.10 100.00%
AR B SURBUL SURULE I
14.40 14.60 14.80 15.00
0 224 264 m/z 93.10 99.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #5480: Spiro[2.4]heptane, 4-methylene-
79 93
5000 108 LN DU BRI SULRLE IR
mmmmmmmm
m/z 109.10 73.61%
0 2?.“.f,j.w.”.“.”,”.w.”...” N
m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance
79
9% AR B SURBUL SURLILE I
41 14.40 14.60 14.80 15.00
5000 107 135 m/z 95.10 69.41%
55
i 1 1 /\AJ\—/\/\/\/\/\/\M\/\
AN R RN RS LA B SRS AN RSN SR SN LAY S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #5434: 3-Methylenecycloheptene B R
93 14.40 14.60 14.80 15.00
m/z 67.10 68.89%
79
o T b\/\wbp
0,.”.“.”,”.w.”.“.”,”.w.”...” e .
miz—-> 20 60 80 100 120 140 160 180 200 220 240 260 14.40 14.60 14. 80 15. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052916\
Data File : BF087566.D

Acq On : 31 May 2016 00:28

Operator : UM/SJ

Sample - H3249-03

Misc :

ALS Vial : 84 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown8.03 8.03 9.9 ng 391873 1 7.48 787392 20.0
unknown8.18 8.18 17.6 ng 694595 1 7.48 787392 20.0
Cyclohexane, 1-et... 8.30 12.3 ng 482355 1 7.48 787392 20.0
1-Adamantanol 10.35 41.4 ng 2619340 2 9.52 1265790 20.0
2-Cyclopentene-1-... 10.50 21.4 ng 1351590 2 9.52 1265790 20.0
Naphthalene, 1-me... 10.83 10.2 ng 643891 2 9.52 1265790 20.0
unknownl1l.12 11.12 18.8 ng 1495870 3 12.34 1588660 20.0
unknownl11.18 11.18 10.5 ng 836636 3 12.34 1588660 20.0
3,5-Dimethyl-1-ad... 11.54 16.9 ng 1340580 3 12.34 1588660 20.0
unknownl1l .87 11.87 12.8 ng 1016290 3 12.34 1588660 20.0
unknownll.94 11.94 9.7 ng 766460 3 12.34 1588660 20.0
unknownl2.41 12.41 9.7 ng 767290 3 12.34 1588660 20.0
Bicyclo(3.3.1)non... 13.53 11.3 ng 896365 3 12.34 1588660 20.0
unknownl13.77 13.77 17.4 ng 561309 4 14.77 643551 20.0
Bicyclo[4.2.0]Joct... 14.13 34.3 ng 1104180 4 14.77 643551 20.0
unknownl14 .50 14.50 13.7 ng 442140 4 14.77 643551 20.0
unknownl14 .56 14.56 53.3 ng 1713410 4 14.77 643551 20.0
unknownl14 .63 14.63 12.6 ng 405435 4 14.77 643551 20.0

4

unknownl14 .67 14 .67 12.8 ng 410150 14.77 643551 20.0
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