LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087553.D

Aca On : 30 May 2016 16:29

Operator : UM/SJ

Sample : H3317-07

Misc :

ALS Vial : 73 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 2.021 30 38 50 rvB 124246 404708 9.36% 0.813%
2 2.307 58 63 65 rBv3 34188 106942 2.47% 0.215%
3 2.513 77 81 84 rBvV 55367 112317 2.60% 0.226%
4 2.855 109 111 112 rBvV 60654 89573 2.07% 0.180%
5 2.901 112 115 124 rVB 124102 304210 7.03% 0.611%
6 3.861 194 199 210 rvB2 45861 137494 3.18% 0.276%
7 4.707 270 273 276 rBV 82856 179372 4.15% 0.360%
8 4.867 285 287 291 rBV 42282 91927 2.12% 0.185%
9 5.176 310 314 317 rBV3 47816 97014 2.24% 0.195%
10 5.256 317 321 326 rBV2 142945 395319 9.14% 0.794%
11 5.393 331 333 340 rBV 596360 1290199 29.82% 2.590%
12 5.564 347 348 352 rVB2 71504 94821 2.19% 0.190%
13 5.621 352 353 357 rVB 45797 71990 1.66% 0.145%
14 5.690 357 359 362 rBV 56129 106999 2.47% 0.215%
15 5.747 362 364 369 rVB2 28252 67816 1.57% 0.136%

16 5.999 384 386 391 rvv 71395 127636 2.95% 0.256%
17 6.433 422 424 428 rVV2 61293 133585 3.09% 0.268%

18 6.513 428 431 433 rVV 31341 67252 1.55% 0.135%
19 6.593 433 438 440 rVv3 43399 157360 3.64% 0.316%
20 6.730 447 450 453 rVvv3 28691 86762 2.01% 0.174%
21 6.776 453 454 459 rVB2 48001 91960 2.13% 0.185%

22 6.902 463 465 469 rVB 130288 195478 4._.52% 0.392%
23 6.970 469 471 474 rBvY 110925 170249 3.94% 0.342%
24 7.062 477 479 483 rVV 411430 794453 18.36% 1.595%
25 7.130 483 485 495 rVV 1861424 3416097 78.97% 6.859%

26 7.256 495 496 500 rvB4 38625 69343 1.60% 0.139%
27 7.382 505 507 511 rvB2 61416 136530 3.16% 0.274%
28 7.473 511 515 518 rBV 531085 723435 16.72% 1.453%
29 7.530 518 520 522 rVB2 53985 66278 1.53% 0.133%
30 7.702 532 535 537 rBV 2128146 2939905 67.96% 5.903%

31 7.885 549 551 559 rvB2 256696 393068 9.09% 0.789%
32 8.022 559 563 569 rBv2 202273 490902 11.35% 0.986%
33 8.365 586 593 594 rBv2 605571 1473036 34.05% 2.958%
34 8.387 594 595 602 rvvV 1567995 2727259 63.04% 5.476%

8270-BF052316.M Tue May 31 19:33:47 2016 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087553.D

Aca On : 30 May 2016 16:29

Operator : UM/SJ

Sample : H3317-07

Misc :

ALS Vial : 73 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

35 8.490 602 604 606 rvv2 100850 218431 5.05% 0.439%

36 8.525 606 607 608 rvv 97280 126414 2.92% 0.254%
37 8.559 608 610 614 rvv 186050 371504 8.59% 0.746%
38 8.639 614 617 619 rvv3 44765 130216 3.01% 0.261%
39 8.685 619 621 622 rvv2 84121 158595 3.67% 0.318%
40 8.719 622 624 627 rVvV 295276 432906 10.01% 0.869%

41 8.822 631 633 636 rvv 102856 127370 2.94% 0.256%
42 8.902 636 640 643 rvv3 49572 154733 3.58% 0.311%
43 8.970 643 646 647 rvV 129969 273398 6.32% 0.549%
44 8.993 647 648 654 rvv3 203962 361061 8.35% 0.725%
45 9.096 654 657 661 rvv2 670665 1564317 36.16% 3.141%

46 9.188 663 665 668 rvv2 75335 160625 3.71% 0.323%
47 9.245 668 670 675 rvv2 232697 581351 13.44% 1.167%
48 9.359 675 680 683 rvv2 121562 264275 6.11% 0.531%
49 9.416 683 685 687 rvv2 39448 77060 1.78% 0.155%
50 9.508 690 693 695 rvv 930167 1556449 35.98% 3.125%

51 9.599 698 701 703 rvv2 348815 595965 13.78% 1.197%
52 9.690 707 709 711 rvv2 110704 198715 4_.59% 0.399%
53 9.736 711 713 715 rVB 69199 81209 1.88% 0.163%
54 9.782 715 717 719 rBV2 97803 146085 3.38% 0.293%
55 9.839 719 722 724 rVV2 165639 254265 5.88% 0.511%

56 9.908 724 728 731 rvV3 190499 366824 8.48% 0.737%
57 9.976 731 734 735 rVV 158233 261503 6.04% 0.525%
58 10.010 735 737 740 rvv2 169425 392681 9.08% 0.788%
59 10.113 743 746 747 rVV 86554 171873 3.97% 0.345%
60 10.148 747 749 751 rvVB2 61372 107265 2.48% 0.215%

61 10.239 751 757 758 rBV5 47107 143148 3.31% 0.287%
62 10.285 758 761 763 rvV 189187 353807 8.18% 0.710%
63 10.330 763 765 769 rvVB3 135984 326901 7.56% 0.656%
64 10.410 769 772 778 rBVv3 159819 486647 11.25% 0.977%
65 10.491 778 779 781 rvv2 69869 107526 2.49% 0.216%

66 10.536 781 783 784 rVvV 124379 190072 4_.39% 0.382%
67 10.570 784 786 789 rvV 261229 475740 11.00% 0.955%
68 10.639 789 792 796 rVB3 161099 320362 7.41% 0.643%
69 10.776 800 804 806 rBv4 155274 359279 8.31% 0.721%
70 10.811 806 807 809 rvv2 98982 134750 3.11% 0.271%

71 10.856 809 811 818 rvv 544065 927379 21.44% 1.862%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087553.D

Aca On : 30 May 2016 16:29

Operator : UM/SJ

Sample : H3317-07

Misc :

ALS Vial : 73 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 10.959 818 820 824 rvv2 101763 332442 7.68% 0.667%
73 11.016 824 825 828 rvv3 71280 161552 3.73% 0.324%
74 11.085 828 831 835 rvv3 221260 444378 10.27% 0.892%
75 11.176 835 839 845 rvv3 242577 661179 15.28% 1.328%

76 11.279 845 848 854 rvv 3021150 4326008 100.00% 8.686%
77 11.371 854 856 860 rvB3 59863 114314 2.64% 0.230%
78 11.439 860 862 864 rBvV2 43155 80864 1.87% 0.162%
79 11.496 864 867 870 rvv2 102137 255087 5.90% 0.512%
80 11.588 873 875 879 rvVB 88269 138145 3.19% 0.277%

81 11.736 884 888 890 rvv2 134480 356048 8.23% 0.715%
82 11.839 893 897 902 rvv2 229162 736058 17.01% 1.478%
83 11.919 902 904 907 rvv2 84582 233616 5.40% 0.469%
84 11.988 907 910 917 rVB5 162459 465437 10.76% 0.935%
85 12.148 922 924 927 rVB3 30211 67637 1.56% 0.136%

86 12.262 932 934 937 rVB4 38580 70827 1.64% 0.142%
87 12.331 937 940 944 rBV 821844 1197482 27.68% 2.404%
88 12.674 967 970 977 rBv4 63604 194852 4 _50% 0.391%
89 12.845 980 985 990 rBV6 41082 165176 3.82% 0.332%
90 12.971 993 996 1000 rBV 166605 231526 5.35% 0.465%

91 13.634 1051 1054 1061 rVV 1642961 2494264 57.66% 5.008%

92 13.931 1077 1080 1084 rBvV4 34931 78210 1.81% 0.157%
93 14.742 1149 1151 1161 rBV 627815 977050 22.59% 1.962%
94 15.154 1184 1187 1193 rVB 48241 94761 2.19% 0.190%
95 15.725 1234 1237 1243 rBV 53411 97607 2.26% 0.196%

96 15.874 1247 1250 1264 rVV 117180 203006 4.69% 0.408%
97 16.823 1331 1333 1340 rBV 68803 120674 2.79% 0.242%
98 17.085 1354 1356 1359 rBV 2524974 3307836 76.46% 6.641%
99 18.457 1474 1476 1493 rBV 297473 770471 17.81% 1.547%
100 20.149 1621 1624 1643 rBVY 231940 657092 15.19% 1.319%

Sum of corrected areas: 49805589

8270-BF052316.M Tue May 31 19:33:47 2016 Page: 3



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF052916\

BF087553.D

30 May 2016 16:29

UM/SsJ

H3317-07

73 Sample Multiplier: 1

= Z:\HPCHEM1I\BNA F\METHODS\8270-BF052316.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
: C:\Database\NIST11.L
LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087553.D

Aca On : 30 May 2016 16:29

Operator : UM/SJ

Sample : H3317-07

Misc :

ALS Vial : 73 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 1 Cyclohexane, methyl- Concentration Rank 7

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

2.02 11.19 ng 404708 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. methvl- 98 C7H14 000108-87-2 90
2 2-Pentene. 2.3-dimethvl- 98 C7H14 010574-37-5 68
3 2-Pentene. 3.4-dimethvl- 98 C7H14 024910-63-2 64
4 2-Pentene. 4.4-dimethvl-. (2)- 98 C7H14 000762-63-0 64
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 64

Abundance Scan 38 (2.021 min): BF087553.D (-30) (-) m/z 55.05 100.00%
55 83
41
5000
98
69
“ ‘ || 77 | 1.80 2.00 2.20 2.40
) 1| I 11 SN | N | Y P m/z 83.05 83.28%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3338: Cyclohexane, methyl-
83
55
5000
a1 08 1.80 200 2.20 2.40
7 69 m/z 41.05 60.67%
0 15 H “ | H‘\ 63 \‘H 7 | 91 N
LI FUELEL SN FULELEL S SRS SURELE UL SURLLIL IURL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55 83
4 RSN SR R SRS A
1.80 2.00 220 2.40
5000 m/z 42.05 35.31%
27 98
69
15
49 63 77 91
G L S UL SULALS BRI IS SIS UL UL W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3352: 2-Pentene, 3,4-dimethyl-
55 1.80 2.00 220 2.40
m/z 56.10 32.21%
83
5000 41
27 98
69
OF—r .%?.,. NP YO .Y P/ PR R L AL SEV A Vo WS
m/z--> 10 20 30 40 50 70 80 90 100 1.80 2.00 220 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087553.D

Aca On : 30 May 2016 16:29

Operator : UM/SJ

Sample : H3317-07

Misc :

ALS Vial : 73 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 2 Cyclohexene, l1-methyl- Concentration Rank 11

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

2.90 8.41 ng 304210 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 90
2 Cvclohexane. methvlene- 96 C7H12 001192-37-6 87
3 Cvclohexene. 4-methvl- 96 C7H12 000591-47-9 80
4 2.4-Hexadiene. 2-methvl- 96 C7H12 028823-41-8 76
5 2,4-Heptadiene, (E,E)- 96 C7H12 002384-94-3 76

Abundance Scan 115 (2.901 min): BF087553.D (-112) (-) m/z 81.10 100.00%
il
67
5000 55 96
39 AN S S
| | 50“ ‘ | 2.60 2.80 3.00 3.20
o} USSR 1 PRSNG| PESUSUEY 1R 1|E |FM m/z 67.05 57.63%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #2880: Cyclohexene, 1-methyl-
81
5000 67
55 96 2.60 2.80 3.00 3.20
0y m/z 96.10 36.99%
0 15 “\ ‘\“45 SQ“‘ 62\\ 75\‘ | 9;" 1
L UL AL SRR SUELELEL SLELELELS FURLELELN UL SRR SURLELEL B
m/z--> 10 40 50 70 80 90 100
Abundance /\/\
81
67 AN RN LA R SR
2.60 2.80 3.00 3.20
5000 54 % m/z 55.10 36.13%
39
27
45
L L S S UL UL UL SUILIL WL
m/z--> 10 30 50 60 70 8 90 100
Abundance #2878: Cyclohexene, 4-methyl- R mE s S
81 2.60 2.80 3.00 3.20
m/z 68.10 33.47%
54
5000 39 67 9%
27
O ,..:M‘,...i e il ezl 7aull, ot
m/z--> 10 20 30 40 50 70 80 90 100 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087553.D

Aca On : 30 May 2016 16:29

Operator : UM/SJ

Sample : H3317-07

Misc :

ALS Vial : 73 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 3 Benzene, 1,3-dimethyl- Concentration Rank 9

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

5.26 10.93 ng 395319 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-dimethvl- 106 C8H10 000108-38-3 97
2 p-Xvlene 106 C8H10 000106-42-3 97
3 o-Xvlene 106 C8H10 000095-47-6 97
4 1.3-Cvclopentadiene., 5-(1-methvl... 106 C8H10 002175-91-9 90
5 Ethylbenzene 106 C8H10 000100-41-4 87

Abundance Scan 321 (5.256 min): BF087553.D (-317) (-) m/z 91.10 100.00%
o
5000 106
3 ot o5 _ ! 500 520 5.40 5.60
3 SN .. ||.'-.“?7., RN SO0 TR0 '| | m/z 106.10 44 .50%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5102: Benzene, 1,3-dimethyl-
91
5000 106 A SRS RAARE AR R
5.00 5.20 5.40 5.60
0
. a9 51 . 77 m/z 105.10 21.77%
Oy ""‘|'4§'i‘w"'69”'h 'I""NI"QG'Il"Q?I"M"I""I
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance
91
500 520 540 5.60
5000 106 m/z 51.00 15.75%
39 51 77
o 27 44 60 °° 86 98
LU UL UL FUELELL SLRLLL SURLALELN LR ILRLELL DAL DU
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5083: 0-Xylene R e R
91 5.00 5.20 5.40 5.60
m/z 77.00 13.85%
5000 106
39 51 77
SR N S T N TS R
m/z--> 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087553.D

Aca On : 30 May 2016 16:29

Operator : UM/SJ

Sample : H3317-07

Misc :

ALS Vial : 73 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 4 unknown7.13 Concentration Rank 1

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

7.13 94 .44 ng 3416100 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 22

Abundance Scan 485 (7.130 min): BF087553.D (-483) (-) m/z 132.00 100.00%
32
5000 68 \\‘
40 96 U U UL LR
54 75 103 6.80 7.00 7.20 7.40
o..,....,....,...!~,||.|.‘.‘?i!.'..‘,”.r!-.'.|,..':-.,..5.‘.7,....,.'!..,...1.1,9....,'...,... m/z 68.10 50.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132 s
97
5000
6.80 7.00 7.20 7.40
21 70 m/z 66.05 36.23%
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 104 6.80 7.00 7.20 7.40
5000 m/z 134.00 31.95%
31 4 51 8
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- B R E
132 6.80 7.00 7.20 7.40
m/z 69.10 21.84%
5000
Jas 28 3 52 77 90 14 5 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087553.D

Aca On : 30 May 2016 16:29

Operator : UM/SJ

Sample : H3317-07

Misc :

ALS Vial : 73 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 6 Benzene, 1,3-diethyl- Concentration Rank 10

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

7.88 10.87 ng 393068 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 95
2 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 95
3 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 94
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 81
5 o-Cymene 134 C10H14 000527-84-4 76

Abundance Scan 551 (7.885 min): BF087553.D (-549) (-) m/z 105.10 100.00%
105 149
5000 134
91
77
39 5|1 63 | ‘ o8 | 7.60 7.80 8.00 8.20
Obrrprrrr e prerthberre i et 28 I L Tmzz 119.10 0 99.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14844: Benzene, 1,3-diethyl-
105 119
5000 134
7.60 7.80 8.00 8.20
91 m/z 134.10 42 .68%
39 65 ‘
0 "I""I"""I""‘I""'ih""8I"""I""ll""l""l"”'l'""'l'?"2'7l""'l"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105 119
7.60 7.80 8.00 8.20
5000 134 m/z 91.05 31.21%
91
27 41 Slgge5 | 98 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14842: Benzene, 1,2-diethyl-
105 149 7.60 7.80 8.00 8.20
m/z 77.10 20.44%
5000 134
91
0 III':!-'S'I"%'7I"':'3‘I9""'I""5'8I"('Sf'l""ll""l"'9'8"ll'l'"""'EI-'Z'?I""'III TTTTTrTTT T T T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.60 7.80 8.00 8.20

8270-BF052316.M Tue May 31 19:33:53 2016 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087553.D

Aca On : 30 May 2016 16:29

Operator : UM/SJ

Sample : H3317-07

Misc :

ALS Vial : 73 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 7 Benzene, 1,2-diethyl- Concentration Rank 4

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

8.02 13.57 ng 490902 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 98
2 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 93
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 87
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 81
5 Benzene, 1- ethyl -3,5-dimethyl- 134 C10H14 000934-74-7 81

Abundance Scan 563 (8.022 min): BF087553D(5d3)59)() m/z 105.10 100.00%
105 119
5000 91 134
77
3|9 5| || | || 127 7.60 7.80 8.00 8.20 8.40
0..,....,....,....,'....::-...,:'.'..,...!,....',:-...,.!!.,...-:I....,..'..,.. m/z 119.10 94.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14837: Benzene, 1,2-diethyl-
105 19
5000 91 134
7.60 7.80 8.00 8.20 8.40
77 m/z 134.10 48 _20%
27 39 65
0 “|'+?'|'“h|"'“""H'“'|Jj'w"'H|“"|"%%'hl'v'tkl'}%z"“'l'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105 119
7.60 7.80 8.00 8.20 8.40
5000 134 m/z 91.10 41_.73%
91
27 4 sigges 98 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14844: Benzene, 1,3-diethyl-
105 149 7.60 7.80 8.00 8.20 8.40
m/z 77.00 23.82%
5000 134
39 91
65
0'w'“'w'm\”'“““'m“?iu“l“j“'“'m'“lﬂlw'““M}%z““w" RN S R SR A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.60 7.80 8.00 8.20 8.40

8270-BF052316.M Tue May 31 19:33:54 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087553.D

Aca On : 30 May 2016 16:29

Operator : UM/SJ

Sample : H3317-07

Misc :

ALS Vial : 73 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 8 o0-Cymene Concentration Rank 19

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

8.72 5.56 ng 432906 Naphthalene-d8 9.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 94
2 Benzene. 1-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 93
3 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 93
4 Benzene. 1-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 93
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 93

Abundance Scan 624 (8.719 min): BF087553.D (-622) (-) m/z 119.10 100.00%
119
5000 134
39 51 65 77 ot 8.40 8.60 8.80 9.00
103 : : : :
Obeeprrrrreryrerre bbbt e 182 s 10T 39, 78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14811: o-Cymene
119
5000
8.40 8.60 8.80 9.00
o1 134 m/z 91.05 16.22%
27 ﬁ} o1 qs 77 103 LIl
A A A L AN RS RRRS RRAN LARA AL LAMA BARAS AAA AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
8.40 8.60 8.80 9.00
5000 m/z 120.05 9.71%

134

15 27 39 51 65 77 91 105

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-

119 8.40 8.60 8.80 9.00

m/z 39.10 9.04%
134
5000
91
39 65 77

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.40 8.60 8.80 9.00

8270-BF052316.M Tue May 31 19:33:55 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087553.D

Aca On : 30 May 2016 16:29

Operator : UM/SJ

Sample : H3317-07

Misc :

ALS Vial : 73 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 9 1-Phenyl-1-butene Concentration Rank 3

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

9.10 20.10 ng 1564320 Naphthalene-d8 9.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-1-butene 132 C10H12 000824-90-8 93
2 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 92
3 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 91
4 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 91
5 Benzene, l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 91

Abundance Scan 657 (9.096 min): BF087553.D (-654) (-) m/z 117.05 100.00%
147
5000 130
I\
39 51 77 880 9.00 920 9.40
63 103 145 10 : - :

of m/z 132.10 35.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14034: 1-Phenyl-1-butene

5000
8.80 9.00 9.20 9.40

m/z 115.05 29.08%

04
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
117
132 880 9.00 920 9.40
5000 m/z 131.10 18.38%

91

39 51 g5 77

27 105

o 15

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14033: 3-Phenylbut-1-ene

8.80 9.00 9.20 9.40
m/z 91.05 14 _.58%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.80 9.00 9.20 9.40

8270-BF052316.M Tue May 31 19:33:56 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087553.D

Aca On : 30 May 2016 16:29

Operator : UM/SJ

Sample : H3317-07

Misc :

ALS Vial : 73 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 10 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 14

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

9.24 7.47 ng 581351 Naphthalene-d8 9.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 91
2 Indan. epoxide 132 C9H80 000768-22-9 70
3 2H-Inden-2-one. 1.3-dihvdro- 132 C9H80 000615-13-4 58
4 1.3-Propanediamine. 2-phenvl- 150 C9H14N2 055165-09-8 43
5 3(2H)-Furanone, dihydro-2,2-dime... 190 C12H1402 063678-00-2 38

Abundance Scan 670 (9.245 min): BF087553.D (-668) (-) m/z 104.10 100.00%
104
5000 91 132
39 51 8 117 9.00 9.20 9.40 9.60
Obreerrerereprrrer ety el bl 14028 77779110 40.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14082: Naphthalene, 1,2,3,4-tetrahydro-
104
5000 L UL A AN A
ol 132 9.00 9.20 9.40 9.60
m/z 132.10 38.83%
s 39 51 g5 8 115 0
o S S Y| S N R A—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
104
9.00 9.20 9.40 9.60
5000 m/z 78.05 14.10%
51 78 132
27 63 89 116

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14546: 2H-Inden-2-one, 1,3-dihydro-

9.00 9.20 9.40 9.60
m/z 117.10 13.95%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.00 9.20 9.40 9.60

8270-BF052316.M Tue May 31 19:33:56 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087553.D

Aca On : 30 May 2016 16:29

Operator : UM/SJ

Sample : H3317-07

Misc :

ALS Vial : 73 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 11 2,2-Dimethylindene, 2,3-dih... Concentration Rank 13

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

9.60 7.66 ng 595965 Naphthalene-d8 9.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 93
2 Benzene. 1l-methvl-4-(1-methvl-2-... 146 C11H14 097664-18-1 90
3 Benzene. 1l-methvl-2-(1-methvl-2-... 146 C11H14 097664-19-2 90
4 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 90
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 90

Abundance Scan 701 (9.599 min): BF087553.D (-698) (-) m/z 131.10 100.00%
5000
146
91 115
39 51 @5 77 | 105 || il | 162 9.20 9.40 9.60 9.80 10.00
0“|““V“ﬁ'“4““|HHVHM“'WH“V“W'“W““IAHV*H'“W““V m/z 146.10 23.36%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131
146
5000
9.20 9.40 9.60 9.80 10.00
91 115 m/z 115.10 16.42%
51 65 77 105 | n
N A AR R R AR R A A LA AR LA AR AL B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
131
9.20 9.40 9.60 9.80 10.00
5000 m/z 91.10 16.39%
o1 146
116
27 39 51 65 77 105
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21679: Benzene, 1-methyl-2-(1-methyl-2-propenyl)- I A Bama B
131 9.20 9.40 9.60 9.80 10.00
m/z 116.10 12.06%
5000 91
1s 146
Zr ® s & 7 105 | )
O S R £ S Ao R RARA S RARARRRRRRE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.20 9.40 9.60 9.80 10.00

8270-BF052316.M Tue May 31 19:33:57 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087553.D

Aca On : 30 May 2016 16:29

Operator : UM/SJ

Sample : H3317-07

Misc :

ALS Vial : 73 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 12 unknownl10.41 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.41 6.25 ng 486647 Naphthalene-d8 9.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvlindene 130 C10H10 002177-47-1 38
2 1H-Indene. 3-methvl- 130 C10H10 000767-60-2 30
3 1H-Indene. 1-methvl- 130 C10H10 000767-59-9 30
4 Benzene. 1.3.5-triethvl- 162 C12H18 000102-25-0 30
5 Benzene, 1l-butynyl- 130 C10H10 000622-76-4 25
Abundance Scan 772 (10.410 min): BF087553.D (-769) (-) m/z 133.10 100.00%
147
91 115
5000 27 105
| |‘ || | |‘ 2l ‘ 1?? 10.00 10.20 10.40 10.60 10.80
Obrprrrrprrrtder i il ,. el el W2 M Tz 147,100 71.23%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13084: 2-Methylindene
130
115
5000
10.00 10.20 10.40 10.60 10.80
51 64 m/z 130.10 61.04%
e Y . O |
At A A O P A N N MM
Abundance
130
115
10.00 10.20 10.40 10.60 10.80
5000 m/z 115.05 54 _.53%
51
7 39 64 77 g 102
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13092: 1H-Indene, l—methyl— L BRI LA L N L
15 130 10.00 10.20 10.40 10.60 10.80
m/z 91.05 53.53%
5000
51
p ¥ T e
o) ST SR IS PVSS—] 1| E— T ””\ S N ———
m/z--> 20 30 40 5'0 60 70 80 90 100 110 120 130 140 150 160 1000 10.20 10.40 10.60 10.80

8270-BF052316.M Tue May 31 19:33:58 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087553.D

Aca On : 30 May 2016 16:29

Operator : UM/SJ

Sample : H3317-07

Misc :

ALS Vial : 73 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 13 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.57 6.11 ng 475740 Naphthalene-d8 9.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 93
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 93
3 1H-1.3.2-Benzodiazaborole. 2-eth... 146 C8H11BN2 074663-81-3 72
4 Benzene. (1-ethvl-2-propenvl)- 146 C11H14 019947-22-9 50
5 2-Propyn-1-ol, 3-(4-methylphenyl)- 146 C10H100 016017-24-6 49
Abundance Scan 786 (10.570 min): BF087553.D (-784) (-) m/z 131.10 100.00%
18 ¥t
146
5000
160 10.20 10.40 10.60 10.80
o} m/z 118.05 81.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21661: Naphthalene, 1,2,3,4-tetrahydro-5-methy!-
131
118
146
5000
91 105 10.20 10.40 10.60 10.80
s 7 ‘ m/z 146.10 59.99%
Onlnnlun‘:ln:”nu“l‘u: m M H‘ ””\Ihllll‘nl ||||||||| ln:ln‘:‘:lnnlnnl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
118 131
146
10.20 10.40 10.60 10.80
5000 m/z 117.05 42 _.31%

105
91

39 51 63 77

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

Abundance #22075: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro- AR En EREERe L

146 10.20 10.40 10.60 10.80
m/z 115.05 34.80%

131
5000 118

s ma A RAa R Lo b s B

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

8270-BF052316.M Tue May 31 19:33:59 2016

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087553.D

Aca On : 30 May 2016 16:29

Operator : UM/SJ

Sample : H3317-07

Misc :

ALS Vial : 73 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 14 1-Methylindan-2-one Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.86 11.92 ng 927379  Naphthalene-ds 9.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 1-Methvlindan-2-one 146 C10H100 035587-60-1 93

006072-57-7 70
017498-71-4 53
017496-14-9 52
078920-29-3 49

2 1H-Inden-1-one. 2.3-dihvdro-3-me... 146 C10H100
3 Benzene. (2-methyl-1-methvlenepr... 146 C11H14
4 1H-Inden-1-one. 2.3-dihvdro-2-me... 146 C10H100
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 160 C12H16

Abundance Scan 811 (10.856 min): BF087553.D (-809) (-) m/z 131.10 100.00%
131
146
5000 103 117
51 77
39 91
63 160 10.60 10.80 11.00 11.20
0 m/z 146.10 62.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21535: 1-Methylindan-2-one
131
146
5000
103 17 10.60 10.80 11.00 11.20
51 77 m/z 103.10 47 .69%
s 39 63 ‘ 91 |
Olrrrrrrrrrrr e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
131
146 10.60 10.80 11.00 11.20
5000 m/z 117.05 46 .39%
39 51 77 103 115
15 27 63 91
04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21655: Benzene, (2-methyl-1-methylenepropyl)- R e e N E R
13 10.60 10.80 11.00 11.20
m/z 77.05 35.14%
5000 146
91 103
77
39 91 & ‘ 115
0”q.“qnzanhhumhqmwpuh””“”.Hh.ﬂhnmwuq”m“”q“”, S5 S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.60 10.80 11.00 11.20

8270-BF052316.M Tue May 31 19:34:00 2016

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087553.D

Aca On : 30 May 2016 16:29

Operator : UM/SJ

Sample : H3317-07

Misc :

ALS Vial : 73 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 15 Benzene, 1l-methyl-4-(2-prop... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.96 5.55 ng 332442 Acenaphthene-d10 12.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 60
2 Benzene. 2-ethenvl-1.3-dimethvl- 132 C10H12 002039-90-9 55
3 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 55
4 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 49
5 Benzene, l-methyl-4-(1-methyleth... 132 C10H12 001195-32-0 49
Abundance Scan 820 (10.959 min): BF087553.D (-818) (-) m/z 132.10 100.00%
17 |
5000
150 AN W AN
a | B9 176 10.60 10.80 11.00 11.20
0! m/z 129.10 81.67%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)-
117
132
5000 UL SR R
91 1060 10.80 11,00 11.20
39 51 65 77 105 m/z 117.10 74 .34%
s 2 ) | |
0...|.‘...‘,..‘l‘.,‘l..“a”,..‘:.|“l...‘,.‘l‘.‘.,....,....,.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
117 132
10.60 10.80 11.00 1120
5000 m/z 91.10 48.34%
64 8
3 51 77 105
R L L O UL WL L UL WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14070: Benzene, (2-methyl-1-propenyl)- R e EEaE L
117 10.60 10.80 11.00 11.20
m/z 115.10 39.91%
132
5000 a1
39 51 65
15 27| g e I
0...,.H.uf.quNl”wM.J:.,w..ﬂ,.w B B R s
m/z--> 20 40 60 80 100 120 140 160 180 1060 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087553.D

Aca On : 30 May 2016 16:29

Operator : UM/SJ

Sample : H3317-07

Misc :

ALS Vial : 73 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 16 1H-Inden-1-one, 2,3-dihydro... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.08 7.42 ng 444378 Acenaphthene-d10 12.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one. 2.3-dihvdro-3.3-... 160 C11H120 026465-81-6 95
2 Ethanone. 1-(2.3-dihvdro-1H-inde... 160 C11H120 004228-10-8 93
3 Benzene. 1-(1.1-dimethvlethvl)-4._._. 160 C12H16 001746-23-2 81
4 Ethanone. 1-T4-(l1-methvlethenvl)... 160 C11H120 005359-04-6 81
5 Benzene, 1-(1-methylethenyl)-4-(... 160 C12H16 002388-14-9 62
Abundance Scan 831 (11.085 min): BF087553.D (-828) (-) m/z 145.10 100.00%
145
5000 117 160
91 105
39 51 g 7T 133 10.80 11.00 11.20 11.40
0 m/z 160.10 38.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30842: 1H-Inden-1-one, 2,3-dihydro-3,3-dimethyl-
145
5000
160 10.80 11.00 11.20 11.40
20 115 m/z 117.10 37.48%
A W L
O.H.H.HJ.”.””.”.”M.N.””.”.””.“.““.”.””.”.””.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
145
11080 11.00 11.20 11.40
5000 15 m/z 115.10 37.16%
160
91
oL 15 27 B 83 7 102 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30921: Benzene, 1-(1,1-dimethylethyl)-4-ethenyl- e
145 10.80 11.00 11.20 11.40
m/z 91.10 19.36%
5000
117 160
M S e P
m/z--> 10 20 30 40 5'0 60 70 80 90 100 110 150 130 140 150 1('30 ' 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 : BF087553.D

Aca On : 30 May 2016 16:29

Operator : UM/SJ

Sample : H3317-07

Misc :

ALS Vial : 73 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 17 Benzene, 2-propenyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

11.18 11.04 ng 661179 Acenaphthene-d10 12.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-propenvl- 118 C9H10 000300-57-2 86
2 (2)-1-Phenvlpropene 118 C9H10 000766-90-5 81
3 Benzene. 1-pentenvl- 146 C11H14 000826-18-6 60
4 Bicvclol4.2.0locta-1.3.5-triene.... 118 C9H10 055337-80-9 55
5 Benzene, l-ethenyl-4-methyl- 118 C9H10 000622-97-9 53

Abundance Scan 839 (11.176 min): BF087553.D (-835) (-) m/z 117.10 100.00%

117 146

5000

10.80 11.00 11.20 11.40

(o m/z 146.10 82.84%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8960: Benzene, 2-propenyl-
117
5000
o1 10.80 11.00 11.20 11.40
m/z 118.10 47 .80%
39 91 63 77 103
0 27 “ “\ | \H m“ ‘u i |
T T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
117
10.80 11.00 11.20 11.40
5000 m/z 115.10 36.97%
91
39 51 63
15 27 7 103
T T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21601: Benzene, 1-pentenyl- A BEAms B E S
117 10.80 11.00 11.20 11.40
m/z 91.10 31.00%
5000
91 104 146
27 3 51 65 77 ‘ 128
O .“a.,‘.‘:..“,..‘a.,“.‘..‘.,.:‘..,.‘...,....,. B ma s
m/z--> 20 40 60 80 100 120 140 160 180 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 : BF087553.D

Aca On : 30 May 2016 16:29

Operator : UM/SJ

Sample : H3317-07

Misc :

ALS Vial : 73 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 19 1(2H)-Naphthalenone, 3,4-di... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.84 12.29 ng 736058 Acenaphthene-d10 12.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(2H)-Naphthalenone. 3.4-dihvdro... 160 C11H120 014944-23-1 93
2 1(2H)-Naphthalenone. 3.4-dihvdro... 160 C11H120 001590-08-5 90
3 1H-2-Benzothiopvran-4(3H)-one 164 C9H80S 004426-76-0 68
4 1(2H)-Naphthalenone. 3.4-dihvdro- 146 C10H100 000529-34-0 59
5 Homophthalimide 161 C9H7NO2 004456-77-3 45

Abundance Scan 897 (11.839 min): BF087553.D (-893) (-) m/z 118.10 100.00%

118

5000 145 160
131

39 51 63 77

11.60 11.80 12.00 12.20
193 220

o | 16 ZF 20 ' "m/z 90.10 80.02%

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

Abundance #30853: 1(2H)-Naphthalenone, 3,4-dihydro-3-methy!-
118
90
160
5000 145
11.60 11.80 12.00 12.20
39 63 m/z 160.10 42 _.52%
27 51 77 131
L 102 ) \
o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
118
90 160 11.60 11.80 12.00 12.20
5000 m/z 145.10 41 _.03%
131 145
27 39 51 63 77 103
o MIE VISP WA ST S N1 NP A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #34285: 1H-2-Benzothiopyran-4(3H)-one A BE RN EE
118 11.60 11.80 12.00 12.20
164 m/z 89.10 35.31%
90
5000
63
ﬁl | 7\7 “ 105 | 135 L.
O et e el e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087553.D

Aca On : 30 May 2016 16:29

Operator : UM/SJ

Sample : H3317-07

Misc :

ALS Vial : 73 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 20 unknownl11.99 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.99 7.77 ng 465437 Acenaphthene-d10 12.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Imidazole. 4.5-dihvdro-4-meth... 160 C10H12N2 000939-06-0 46
2 1-Indanone. 5.6-dimethvl- 160 C11H120 016440-97-4 35
3 1H-Inden-1-one. 2.3-dihvdro-4.7-... 160 C11H120 005037-60-5 25
4 Benzene. 1-(1.1-dimethvlethvl)-4_... 160 C12H16 001746-23-2 25
5 2,5-Dimethylphenyl isothiocyanate 163 COHONS 019241-15-7 25
Abundance Scan 910 (11.988 min): BF087553.D (-907) (-) m/z 145.10 100.00%
145 163
5000
178 11.60 11.80 12.00 12.20 12.40
0 m/z 163.10 87.03%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30731: 1H-Imidazole, 4,5-dihydro-4-methyl-2-phenyl-
117 145
160
77 104 131
5000
11.60 11.80 12.00 12.20 12.40
51 90 m/z 160.10 81.56%
42 63 ‘ ‘
0....,....WM.Hl,b..d\.jh.,l..lq..l.,.u..w....,..
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
117 160
132 11.60 11.80 12.00 12.20 12.40
5000 m/z 141.05 73.44%
27 39 51
63 77 91
15 103 145
L L L UL UL WL UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30843: 1H-Inden-1-one, 2,3-dihydro-4,7-dimethyl- e
160 11.60 11.80 12.00 12.20 12.40
117 m/z 115.10 62.09%
5000
27 39 51 o 47 oL 108 ‘ 131 -
0...l?lu‘l‘..“l”..“l‘.l““..”l“‘i \‘ I\‘l\l “ ‘l“H‘.lu‘. |H||||||| R L maa s ma e
m/z--> 20 40 60 80 100 120 140 160 180 11.60 11.80 12.00 12.20 12.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052916\
Data File : BF087553.D

Acq On : 30 May 2016 16:29

Operator : UM/SJ

Sample - H3317-07

Misc :

ALS Vial : 73 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Cyclohexane, methyl- 2.02 11.2 ng 404708 1 7.47 723435 20.0
Cyclohexene, 1-me... 2.90 8.4 ng 304210 1 7.47 723435 20.0
Benzene, 1,3-dime... 5.26 10.9 ng 395319 1 7.47 723435 20.0
unknown7 .13 7.13 94._.4 ng 3416100 1 7.47 723435 20.0
Benzene, 1,3-diet... 7.88 10.9 ng 393068 1 7.47 723435 20.0
Benzene, 1,2-diet... 8.02 13.6 ng 490902 1 7.47 723435 20.0
o-Cymene 8.72 5.6 ng 432906 2 9.51 1556450 20.0
1-Phenyl-1-butene 9.10 20.1 ng 1564320 2 9.51 1556450 20.0
Naphthalene, 1,2,... 9.24 7.5 ng 581351 2 9.51 1556450 20.0
2,2-Dimethylinden. .. 9.60 7.7 ng 595965 2 9.51 1556450 20.0
unknown10.41 10.41 6.3 ng 486647 2 9.51 1556450 20.0
Naphthalene, 1,2,... 10.57 6.1 ng 475740 2 9.51 1556450 20.0
1-Methylindan-2-one 10.86 11.9 ng 927379 2 9.51 1556450 20.0
Benzene, l-methyl... 10.96 5.5 ng 332442 3 12.33 1197480 20.0
1H-Inden-1-one, 2... 11.08 7.4 ng 444378 3 12.33 1197480 20.0
Benzene, 2-propenyl- 11.18 11.0 ng 661179 3 12.33 1197480 20.0
1(2H)-Naphthaleno... 11.84 12.3 ng 736058 3 12.33 1197480 20.0
unknownl1l1.99 11.99 7.8 ng 465437 3 12.33 1197480 20.0
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