LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087208.D

Acq On : 20 May 2016 3:15

Operator : UM/SJ

Sample : H3121-07

Misc :

ALS Vial : 25 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.713 9 11 46 rVB 1990176 3894500 74.69% 5.980%
2 3.953 203 207 214 rBvV 25462 65252 1.25% 0.100%
3 4_.673 268 270 274 rBV 474865 654302 12.55% 1.005%
4 4.741 274 276 279 rVV 1322700 1450847 27.82% 2.228%
5 5.153 310 312 319 rBV 1096682 1948666 37.37% 2.992%
6 5.302 323 325 328 rvB2 38051 53206 1.02% 0.082%
7 5.530 341 345 346 rBvV2 41376 83641 1.60% 0.128%
8 5.553 346 347 349 rVB 145990 116419 2.23% 0.179%
9 5.702 355 360 362 rBV 166062 263839 5.06% 0.405%
10 5.782 365 367 370 rvB2 66247 96935 1.86% 0.149%
11 5.896 374 377 381 rvB2 29034 81800 1.57% 0.126%
12 5.964 381 383 385 rBvV2 51952 88682 1.70% 0.136%
13 6.010 385 387 390 rvB 146809 169115 3.24% 0.260%
14 6.067 390 392 393 rBvY 88571 89843 1.72% 0.138%
15 6.159 397 400 402 rBv2 34220 63707 1.22% 0.098%
16 6.193 402 403 404 rBvV 46535 52651 1.01% 0.081%

17 6.239 404 407 410 rVvv 936966 1282578 24.60% 1.970%
18 6.342 413 416 418 rVV 3278031 3672571 70.43% 5.640%
19 6.410 420 422 424 rVB 49266 54233 1.04% 0.083%
20 6.513 428 431 434 rBV3 178283 417427 8.01% 0.641%

21 6.570 434 436 439 rVB2 638904 1034206 19.83% 1.588%
22 6.719 447 449 454 rVB2 2910745 4083577 78.31% 6.271%
23 6.822 456 458 463 rVB2 453844 516084 9.90% 0.793%
24 6.913 463 466 468 rBvV 397458 477883 9.16% 0.734%
25 6.947 468 469 471 rVB 143381 170153 3.26% 0.261%

26 6.982 471 472 473 rBY 54349 62195 1.19% 0.096%
27 7.016 473 475 479 rVB4 35035 70579 1.35% 0.108%
28 7.107 479 483 484 rBvV2 599921 877975 16.84% 1.348%
29 7.142 484 486 489 rVv2 2520481 3227245 61.89% 4._.956%
30 7.222 489 493 495 rvB4 259811 417182 8.00% 0.641%

31 7.256 495 496 498 rBvV 204712 243621 4.67% 0.374%
32 7.347 501 504 505 rBvV 852501 839076 16.09% 1.288%
33 7.370 505 506 508 rvB2 158419 143937 2.76% 0.221%
34 7.427 508 511 513 rVB4 87906 174721 3.35% 0.268%

8270-BF051716.M Fri May 20 18:34:17 2016 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087208.D

Acq On : 20 May 2016 3:15

Operator : UM/SJ

Sample : H3121-07

Misc :

ALS Vial : 25 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 7.485 513 516 517 rBv2 233935 473830 9.09% 0.728%

36 7.519 517 519 523 rVB2 354562 672365 12.89% 1.032%
37 7.599 523 526 528 rBv3 137281 286211 5.49% 0.440%
38 7.633 528 529 531 rvB2 128229 106038 2.03% 0.163%
39 7.679 531 533 536 rBv4 184474 445068 8.54% 0.683%
40 7.736 536 538 540 rBV2 143996 224411 4 _30% 0.345%

41 7.793 540 543 544 rBv2 195280 291798 5.60% 0.448%
42 7.850 546 548 552 rvv2 1143580 1807324 34.66% 2.775%
43 7.908 552 553 554 rvB 395939 271416 5.20% 0.417%
44 7.953 554 557 558 rvB2 250908 273864 5.25% 0.421%
45 7.988 558 560 561 rBv2 162845 172115 3.30% 0.264%

46 8.010 561 562 564 rBvV2 97979 112748 2.16% 0.173%
47 8.056 564 566 568 rBv3 300959 410407 7.87% 0.630%
48 8.102 568 570 571 rBV 344988 394033 7.56% 0.605%
49 8.136 571 573 576 rVvB4 193567 379215 7.27% 0.582%
50 8.239 580 582 584 rVB 343499 455075 8.73% 0.699%

51 8.285 584 586 588 rBV 490377 833351 15.98% 1.280%
52 8.330 588 590 593 rVB3 274438 350515 6.72% 0.538%
53 8.388 593 595 597 rvB2 122121 113761 2.18% 0.175%
54 8.422 597 598 599 rVvB 183110 125613 2.41% 0.193%
55 8.456 599 601 602 rBv2 84513 146628 2.81% 0.225%

56 8.513 604 606 608 rBvV 255263 324057 6.21% 0.498%
57 8.548 608 609 612 rVB 359228 316834 6.08% 0.487%
58 8.639 613 617 618 rBv4 231354 434884 8.34% 0.668%
59 8.673 618 620 624 rVB5 270246 523953 10.05% 0.805%
60 8.765 625 628 630 rvB3 188113 383298 7.35% 0.589%

61 8.833 632 634 635 rBv2 122316 105476 2.02% 0.162%
62 8.890 637 639 640 rvVvB 508479 610459 11.71% 0.937%
63 8.936 640 643 645 rBV 4234070 3870319 74.22% 5.943%
64 9.073 651 655 657 rBv4 178195 432236 8.29% 0.664%
65 9.199 664 666 668 rBv2 324571 592637 11.37% 0.910%

66 9.268 670 672 674 rVV 1046744 1371349 26.30% 2.106%
67 9.302 674 675 676 rvV 444448 371396 7.12% 0.570%
68 9.336 676 678 680 rvv 696050 866697 16.62% 1.331%
69 9.382 680 682 686 rvv2 531204 984850 18.89% 1.512%
70 9.462 687 689 692 rvB2 401311 475973 9.13% 0.731%

71 9.599 699 701 703 rvB 1077189 1088622 20.88% 1.672%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087208.D

Acq On : 20 May 2016 3:15

Operator : UM/SJ

Sample : H3121-07

Misc :

ALS Vial : 25 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 9.633 703 704 709 rvB4 335707 576880 11.06% 0.886%
73 9.702 709 710 713 rVvB2 127399 219146 4._.20% 0.337%
74 9.805 718 719 721 rVB 353678 354675 6.80% 0.545%
75 9.851 721 723 728 rBv4 240422 664299 12.74% 1.020%

76 9.919 728 729 731 rvv2 335515 423826 8.13% 0.651%
77 9.953 731 732 734 rVV 496806 547711 10.50% 0.841%
78 9.988 734 735 738 rvv3 288430 491002 9.42% 0.754%
79 10.045 738 740 743 rVV3 486949 663068 12.72% 1.018%
80 10.148 747 749 750 rvB2 132908 152606 2.93% 0.234%

81 10.262 757 759 761 rVB 154796 174897 3.35% 0.269%
82 10.319 761 764 765 rvV 275188 400729 7.68% 0.615%
83 10.399 767 771 774 rVV 3639464 5214544 100.00% 8.007%
84 10.445 774 775 779 rvw4 219562 361379 6.93% 0.555%
85 10.525 779 782 785 rVB 257575 472176 9.05% 0.725%

86 10.959 818 820 821 rVB 117206 106494 2.04% 0.164%
87 11.085 828 831 833 rBvV 688548 901994 17.30% 1.385%

88 11.336 851 853 856 rvB3 556371 86036 1.65% 0.132%
89 11.634 877 879 882 rBv2 241250 287485 5.51% 0.441%
90 12.411 945 947 949 rBV 68648 75953 1.46% 0.117%
91 12.445 949 950 953 rVvB 62333 68648 1.32% 0.105%

92 12.491 953 954 957 rVB3 144861 175455 3.36% 0.269%
93 12.662 966 969 971 rBV 3137378 2899619 55.61% 4._.453%
94 13.199 1014 1016 1017 rBV 89362 91231 1.75% 0.140%
95 13.234 1017 1019 1025 rVB2 29450 68908 1.32% 0.106%

96 13.565 1046 1048 1055 rVB 76327 124974 2.40% 0.192%
97 13.702 1058 1060 1063 rBV 780310 769132 14.75% 1.181%
98 15.063 1176 1179 1183 rVB 475721 710409 13.62% 1.091%

Sum of corrected areas: 65120750
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087208.D

Acq On : 20 May 2016 3:15

Operator : UM/SJ

Sample : H3121-07

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

TIC: BF087208.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087208.D

Acq On : 20 May 2016 3:15

Operator : UM/SJ

Sample : H3121-07

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4._.67 12.65 ng 654302 1,4-Dichlorobenzene-d4 6.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
3 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Acetic acid, 2-propenyl ester 100 C5H802 000591-87-7 9

Abundance Scan 270 (4.673 min): BF087208.D (-268) (-) m/z 43.10 100.00%
a3
5000 59
101 a0 480 4RO EO0
4.40 4.60 4.80 5.00
O Bl G0 88 | "m/z 59.10 49.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.40 4.60 4.80 5.00
m/z 101.10 13.14%
15 31 101
o . 25.° 37, 53 83 \
miz--> N N A PPN
Abundance
43
440 460 480 500
5000 57 m/z 58.05 12.86%
29
101 Ax\
37 50 78
e S I UL SULIURS SUSIL IS IULIULS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3602: 1-Propen-2-ol, acetate T .
43 440 460 480 5.00
m/z 41.05 9.44%
5000
58
%5 27 37, 72 100
0||||||||||||||||||||||‘|||||||||||||||||||||| —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—h
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087208.D

Acq On : 20 May 2016 3:15

Operator : UM/SJ

Sample : H3121-07

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 Benzene, chloro- Concentration Rank 4

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

4.74 28.06 ng 1450850 1,4-Dichlorobenzene-d4 6.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, chloro- 112 C6H5CI 000108-90-7 95
2 Phenol, 3-fluoro- 112 C6H5FO0 000372-20-3 30
3 3-Hydroxypyridazine 1-oxide 112 C4H4N202 018259-51-3 27
4 Phenol, 4-fluoro- 112 C6H5FO0 000371-41-5 12

5 4-Benzamido-4-dichloromethyl-2-p... 361 C17H13CI2N302 076543-29-8 10

Abundance Scan 276 (4.741 min): BF087208.D (-274) (-) m/z 112.00 100.00%

112
77
5000
51

38 4.40 4.60 4.80 5.00
61 85
N Y| RO s 2111 TN M N | N m/z 77.10 68.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6179: Benzene, chloro-

77

F

5000
4.40 4.60 4.80 5.00

m/z 51.05 34 .83%

01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
112
R e e EEEE ey
440 4.60 4.80 5.00
5000 m/z 50.05 32.28%
84
57 64
2531 39 50 73 94
O T T T T T T T T e e T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6067: 3-Hydroxypyridazine 1-oxide

440 4.60 4.80 5.00
m/z 114.00 32.13%

5000

-

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087208.D

Acq On : 20 May 2016 3:15

Operator : UM/SJ

Sample : H3121-07

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 unknown6.34 Concentration Rank 3

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

6.34 71.02 ng 3672570 1,4-Dichlorobenzene-d4 6.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 416 (6.342 min): BF087208.D (-413) (-) m/z 132.10 100.00%
132
5000 68
54 ‘ 75 % 600 620 640 6.60
104 . . . .
o.,....,....'!'!.‘.‘?,!.' L NP7 AN N T - NN || m/z 68.10  43.52%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S SSEPENAE E SRE
6.00 6.20 6.40 6.60
78 m/z 134.10 33.34%
31 3 ?1
0'P'”I“J“'h'P'”I”'h'”'P”'P'”I”'W'“'P'”I“"“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
600 620 640 6.60
5000 m/z 66.10 30.20%
33 am g7 105
51 60 70 78 g 115
Ob T e e e T e e
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE A
132 6.00 6.20 6.40 6.60
m/z 69.10 17.83%
5000
92
m/z--> 20 30 40 5'0 6|0 7'0 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087208.D

Acq On : 20 May 2016 3:15

Operator : UM/SJ

Sample : H3121-07

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Benzene, 1l-methyl-4-propyl- Concentration Rank 17

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

6.51 8.07 ng 417427 1,4-Dichlorobenzene-d4 6.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 64
2 Oxirane, 2-methyl-2-phenyl- 134 C9H100 002085-88-3 53
3 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 53
4 Benzene, (1-methylpropyl)- 134 C10H14 000135-98-8 49
5 Benzene, l-methyl-2-propyl- 134 C10H14 001074-17-5 47

Abundance Scan 431 (6.513 min): BF087208(.J)D (-428) (-) m/z 105.10 100.00%
105
5000
91
134
39 51 45 7( 115 | 146 6.20 6.40 6.60 6.80
Ol ekttt et Gt L Tz 91.10 22.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14344: Benzene, 1-methyl-4-propyl-
105
5000
6.20 6.40 6.60 6.80
7 134 m/z 134.05 17 .35%
15 27 3 51 6 0 % s

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

105

6.20 6.40 6.60 6.80
5000 m/z 77.10 15.39%

77

18 27 39 Sl 43 o s ¥

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14832: Benzeneacetaldehyde, .alpha.-methy!-
1

6.20 6.40 6.60 6.80
m/z 79.10 12 _.49%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087208.D

Acq On : 20 May 2016 3:15

Operator : UM/SJ

Sample : H3121-07

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Benzene, 1,3-diethyl- Concentration Rank 11

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

6.82 9.98 ng 516084 1,4-Dichlorobenzene-d4 6.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 97
2 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 95
3 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 90
4 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 87
5 Benzene, l-methyl-2-(1-methyleth... 134 C10H14 000527-84-4 81

Abundance Scan 458 (6.822 min): BF087208.D (-456) (-) m/z 119.10 100.00%
105 119
5000 134
91
77
39 51 45 | | 15 6.40 6.60 6.80 7.00 7.20
O brprrrr ettt el WAL 1894 Ts77105.10 0 98.57%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14331: Benzene, 1,3-diethyl-
105 119
5000 134
6.40 6.60 6.80 7.00 7.20
727 91 m/z 134.10 46 .50%
27 39 51 g5
0'I"""I""‘I""'ih""I"""I'"‘HI""‘I'"'I*‘”'I"""l""l""'l""l""I"
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105 119
6.40 6.60 6.80 7.00 7.20
5000 134 m/z 91.10 28.91%

91
27 41 51 65 !
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14372: Benzene, 1-ethyl-3,5-dimethyl-

6.40 6.60 6.80 7.00 7.20
m/z 77.10 18.54%

5000

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087208.D

Acq On : 20 May 2016 3:15

Operator : UM/SJ

Sample : H3121-07

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Benzene, 1,2-diethyl- Concentration Rank 13

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

6.91 9.24 ng 477883 1,4-Dichlorobenzene-d4 6.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 98
2 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 91
3 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 87
4 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 81
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 74

Abundance Scan 466 (6.913 min): BF087208.D (-463) (-) m/z 105.05 100.00%
105 119
5000 o1 134
|| | || || || 154 6.60 6.80 7.00 7.20
Obrrprrrrprrrr el -" gt e bl e b 284 7z 119.10  89.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14324: Benzene, 1,2-diethyl-
105 .9
5000 91 134
6.60 6.80 7.00 7.20
77 m/z 134.05 49_44%
27 51 ‘
0"I']'-'S'I'""I'""I""'i""'l"""I"'HI""I""I""I"‘l"l'"'I""'I""I""I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105 119
6.60 6.80 7.00 7.20
5000 134 m/z 91.05 40.00%

91

27 41 51 65 7

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14331: Benzene, 1,3-diethyl-
105 119 6.60 6.80 7.00 7.20
m/z 117.10 22.15%
5000 134
91
27 51 g5 |
0 L, M A I AL ! A
T e e R e e e e e e R RRAEmEaa e ey
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.60 6.80 7.00 7.20

8270-BF051716.M Fri May 20 18:35:29 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087208.D

Acq On : 20 May 2016 3:15

Operator : UM/SJ

Sample : H3121-07

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 1,3-Cyclopentadiene, 1,2,3,... Concentration Rank 12

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

7.35 9.29 ng 839076 Naphthalene-d8 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 94
4 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
5 Benzene, l-methyl-2-(1-methyleth... 134 C10H14 000527-84-4 93

Abundance Scan 504 (7.347 min): BF087208.D (-501) (-) m/z 119.10 100.00%
119
5000
65 7.00 7.20 7.40 7.60
0 Mo 230 Tm/z 13410  42.96%
m/z--> 50 100 150 200 250 300 350
Abundance #14434: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-methylene-
119
5000
7.00 7.20 7.40 7.60
91 m/z 91.10 19.79%
41 65 ‘
OII\IUiN\\\ M.M‘lusuuuuuluuuu........|.
m/z--> 50 100 150 200 250 300 350
Abundance
119
7.00 7.20 7.40 7.60
5000 m/z 120.10 10.13%
39 91
oL15 65
m/z--> 50 100 150 200 250 300 350
Abundance #14353: Benzene, 1,2,3,4-tetramethyl-
119 7.00 7.20 7.40 7.60
m/z 39.10 9.61%
5000
15 39 65 gﬁ
m/z--> 50 100 150 200 250 300 350 7.00 7.20 7.40 7.60

8270-BF051716.M Fri May 20 18:35:30 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087208.D

Acq On : 20 May 2016 3:15

Operator : UM/SJ

Sample : H3121-07

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.M

Quant Method :
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 20

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

7.52 7.44 ng 672365 Naphthalene-d8 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 55
2 2-Ethyl-2-methyl-1,3-dithiolane 148 C6H12S2 006008-81-7 49
3 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 47
4 1(3H)-Isobenzofuranone, 5-methyl- 148 C9H802 054120-64-8 47
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 45

Abundance Scan 519 (7.519 min): BF087208.D (-517) (-) m/z 119.10 100.00%
119
5000 133
148
9% 405
41 51 g5 17 7.20 7.40 7.60 7.80
0 168177 m/z 133.10 47.05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14379: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 7.20 7.40 7.60 7.80
7 s m/z 148.15  38.45%
39 51 65
..1.5| |2‘|7”\|‘| e I“" . I‘HII ..Hl“. I\M e —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
119
7.20 7.40 7.60 7.80
5000 59 148 m/z 91.10 33.87%
27 45 73 8 133
O e e o N O T B
miz--> 20 40 60 80 100 120 140 160 180
Abundance #21828: Benzene, (1,1-dimethylpropyl)- s e  RARE
119 7.20 7.40 7.60 7.80
91 m/z 105.05 28.22%
5000
41 148
o152 TS oes | 108 | 13
m/z--> 20 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80

8270-BF051716.M Fri May 20 18:35:31 2016

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087208.D

Acq On : 20 May 2016 3:15

Operator : UM/SJ

Sample : H3121-07

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Undecane, 5-methyl- Concentration Rank 14

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

8.28 9.22 ng 833351 Naphthalene-d8 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 5-methyl- 170 C12H26 001632-70-8 58
2 Tridecane, 3-methyl- 198 C14H30 006418-41-3 53
3 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 53
4 Nonane, 3-methyl- 142 C10H22 005911-04-6 50
5 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 50

Abundance Scan 586 (8.285 min): BF087208.D (-584) (-) m/z 57.10 100.00%
43
71
5000
7 109 800 820 840 8.60
145 - - - -
ol sl dpg a0 MOISS w0 T a3Ti0 74.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36173: Undecane, 5-methyl-
43 57
5000 71 LN UL IR LA R
8.00 820 8.40 8.60
85 m/z 71.10 59.67%
0 \‘ ‘ L ‘ 97 1ﬁ2 126 140 155 170
miz-> 20 b éo éo 100 120 140 160 180 200
Abundance
57
4 800 820 840 8.60
5000 m/z 41.10 53.26%
- 71
85
. 9 113 127 140 155 %9 183 198
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #18461: Octane, 3,6-dimethyl- Al EEma s B
57 8.00 8.20 8.40 8.60
71 m/z 55.10 35.80%
5000 43
113
0 | ‘ \‘\ 1 Ay 8\\5 99 ‘ 127 142
mz-> 20 40 60 80 100 120 14'10 160 180 200 800 820 840 8.60

8270-BF051716.M Fri May 20 18:35:32 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087208.D

Acq On : 20 May 2016 3:15

Operator : UM/SJ

Sample : H3121-07

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
907 7.94ang 432236 Acenaphthene-d10 9.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021693-54-9 72
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001076-61-5 72

3 Benzene, 1-(1-methylethenyl)-2-(... 160 C12H16
4 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16
5 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16

005557-93-7 64
014679-13-1 64
054340-86-2 64

Abundance Scan 655 (9.073 min): BF087208.D (-651) (-) m/z 145.10 100.00%
145
5000
115 129 160
4l ., 67 8l o5 172 1go 8.80 9.00 9.20 9.40
0 m/z 129.10 27 .96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29453: Naphthalene, 1,2,3,4-tetrahydro-5,7-dimethyl-
145
160
5000 LI B L L N L LN
132 8.80 9.00 9.20 9.40
m/z 160.10 27 .75%
115
15 27 39 51 g5 77 91 45 I
0 R R I PO R o a1 Y N N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
145
160 SMBLHLSIAR SN AN 0
8.80 9.00 9.20 9.40
5000 132 m/z 115.10 18.97%
115
15 27 39 51 g5 77 O 105
o} S WP Y S NSy RN ST OO
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29468: Benzene, 1-(1-methylethenyl)-2-(1-methylethyl)- R D R R R Ea
145 8.80 9.00 9.20 9.40
m/z 128.10 18.64%
5000
91 117 128 160
ast e |0
o) S PN S NSO S | VD At NN
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40

8270-BF051716.M Fri May 20 18:35:32 2016

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087208.D

Acq On : 20 May 2016 3:15

Operator : UM/SJ

Sample : H3121-07

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Naphthalene, 2,6-dimethyl- Concentration Rank 8

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

9.20 10.89 ng 592637 Acenaphthene-d10 9.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95

Abundance Scan 666 (9.199 min): BF087208.D (-664) (-) m/z 156.10 100.00%
1%6
141
5000
115 158
39 51 63 77 91 105 8.80 9.00 9.20 9.40 9.60
of m/z 141.10 71.20%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27183: Naphthalene, 2,6-dimethyl-
141 156
5000
8.80 9.00 9.20 9.40 9.60
115 108 m/z 155.10 36.15%
39 51 8 77 89 102 ‘
..1.5|.2‘.7..‘|..“..|“l..”H‘lu‘.‘..lu..klu““..‘l‘. .‘.“luuuuluuuul
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156
141
8.80 9.00 9.20 9.40 9.60
5000 m/z 115.05 21.71%
115 158
14 27 30 51 83 77 g9 105
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27177: Naphthalene, 2,7-dimethyl- LA REmas B
156 8.80 9.00 9.20 9.40 9.60
m/z 128.10 17.41%
5000
141
m/z--> 20 40 6|O 8IO 100 150 14'10 160 180 ' 8.80 9.00 9.20 9.40 9.60

8270-BF051716.M Fri May 20 18:35:34 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087208.D

Acq On : 20 May 2016 3:15

Operator : UM/SJ

Sample : H3121-07

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Naphthalene, 1,6-dimethyl- Concentration Rank 5

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

9.27 25.19 ng 1371350 Acenaphthene-d10 9.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96

Abundance Scan 672 (9.268 min): BF087208.D (-670) (-) m/z 156.10 100.00%
141 1%6

5000
39 51 63 77 o 9.00 9.20 9.40 9.60
177
o 166 92 m/z 141.10 94.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27172: Naphthalene, 1,6-dimethyl-
156
141
5000
9.00 9.20 9.40 9.60
77 115 m/z 155.10 30.25%
64 128
ol t5 27 30 oy e L gl
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156
141
9.00 9.20 9.40 9.60
5000 m/z 115.10 22.63%
115
ol 15 27 39 51 63 6 g9 100 | 1%
L B ML A e B e o B L o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27190: Naphthalene, 1,3-dimethyl- R B
156 9.00 9.20 9.40 9.60
141 m/z 128.10 17.50%
5000
115 128
27 39 51 63 76
ob B e B2 | gl T T Y
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60

8270-BF051716.M Fri May 20 18:35:35 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087208.D

Acq On : 20 May 2016 3:15

Operator : UM/SJ

Sample : H3121-07

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Naphthalene, 1,2-dimethyl- Concentration Rank 16

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

9.46 8.74 ng 475973 Acenaphthene-d10 9.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 93
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 93
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 93
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 93
5 Naphthalene, l-ethyl- 156 C12H12 001127-76-0 72

Abundance Scan 689 (9.462 min): BF087208.D (-687) (-) m/z 141.10 100.00%
141
156
5000
115
39 51 63 77 g1 105 128 190 9.20 9.40 9.60 9.80
o bl 274 S5 208 0 Thn/z 156.10 72.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27182: Naphthalene, 1,2-dimethyl-
141 156
5000
9.20 9.40 9.60 9.80
7 115 m/z 115.10 25_.47%
1527 39 51 % P goaep | 1
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance
156
14l AR R LN R R
9.20 9.40 9.60 9.80
5000 m/z 155.10 14 _.16%
115
27 39 51 63 76 gg 1gp | 128
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #27192: Naphthalene, 1,4-dimethyl-
141 156 9.20 9.40 9.60 9.80
m/z 128.10 13.14%
5000
0 2516 Moo "1 |
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80

8270-BF051716.M Fri May 20 18:35:35 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087208.D

Acq On : 20 May 2016 3:15

Operator : UM/SJ

Sample : H3121-07

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 Naphthalene, 2,3,6-trimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.92 7.79 ng 423826 Acenaphthene-d10 9.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 97
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 97
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 96
4 Azulene, 4,6,8-trimethyl- 170 C13H14 000941-81-1 93
5 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 90
Abundance Scan 729 (9.919 min): BF087208.D (- 728) ) m/z 155.10 100.00%

5000
115 128
39 51 63 77 141 188 200 9.60 9.80 10.00 10.20
o . 188200 ' "7z 170.10  90.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36212: Naphthalene, 2,3,6-trimethyl-
170
155
5000

9.60 9.80 10.00 10.20
m/z 153.10 23.41%

17 27 39 51 63 76 gg 102 115128141 | |

o/ LALLM S e |V | .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
155 170
AR Rt EET
9.60 9.80 10.00 10.20
5000 m/z 152.10 19.32%
115 128
51 76 89 103 141
o) RSNt AN AR NS ST |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36210: Naphthalene, 1,4,6-trimethyl- R
155 9.60 9.80 10.00 10.20
170 m/z 169.10 19.16%
5000
115 128
51 63 77 141 |
o/ R .U,W??.ﬁo?..kl.hh NJ..&W,.‘M..,.... - SESAYLAL A RN
m/z--> 20 40 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20

8270-BF051716.M Fri May 20 18:35:36 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087208.D

Acq On : 20 May 2016 3:15

Operator : UM/SJ

Sample : H3121-07

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 unknown9.95 Concentration Rank 10

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

9.95 10.06 ng 547711 Acenaphthene-d10 9.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid, 4-propyl-, 4-cyano... 283 C17H14FNO2 086776-51-4 43
2 Indane, 2-methoxy-1-(2-methylallyl) 202 C14H180 1000196-88-9 38
3 (3-Methoxyphenyl)acetonitrile 147 C9HONO 019924-43-7 37
4 6-Amino-2-methyl-2H-indazole 147 C8HON3 050593-30-1 35
5 Benzene, 1-(1,1-dimethylethyl)-4._.. 162 C12H18 007364-19-4 35

Abundance Scan 732 (9.953 min): BF087208.D (-731) (-) m/z 147.15 100.00%
147
5000
o 1ro Axva«¢JUM/gJAWN\A~¢v~A~/»
43 105 192 A S
7
133 ‘ | 9.60 9.80 10.00 10.20
Olllllllllll‘llllllllIlllllhlll ||||I|||||| I||| 'II|||I'||2|O|5||||||||||||| m/z 91_10 36_33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #108073: Benzoic acid, 4-propyl-, 4-cyano-3-fluoropheny! este
147
5000 AR UNAAUNARRE B
9.60 9.80 10.00 10.20
91 m/z 170.10 36 .03%
o274 637 | 104703 | 254
m/z--> ﬁo 40 eb 86 100 120 140 160 180 200 220 240
Abundance
147
9.60 9.80 10.00 10.20
5000 m/z 155.10 31.42%
117
06 39 63 77 gp 108 131 170 147 202
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #21590: (3-Methoxyphenyl)acetonitrile
147 9.60 9.80 10.00 10.20
m/z 43.10 28 .52%
5000
v 117 132
90 104
51
- B o0 N Y\ ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087208.D

Acq On : 20 May 2016 3:15

Operator : UM/SJ

Sample : H3121-07

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 Naphthalene, l-ethoxy- Concentration Rank 15

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

9.99 9.02 ng 491002 Acenaphthene-d10 9.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, l-ethoxy- 172 C12H120 005328-01-8 60
2 Pyrazine, 2-hydroxy-5-phenyl- 172 C10H8N20 025844-72-8 47
3 Naphthalene, 2-ethoxy- 172 C12H120 000093-18-5 46
4 1H-Indene, 2,3-dihydro-5-nitro- 163 C9HONO2 007436-07-9 38
5 Cinnoline, 3-methyl- 144 C9H8N2 017372-78-0 38

Abundance Scan 735 (9.988 min): BF087208.D (-734) (-) m/z 144.10 100.00%
115 144
172
161
91
5000 0 77 131
ot 3 104 192 SR N R B
206 9.60 9.80 10.00 10.20 10.40
o m/z 115.10 94 _.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37524: Naphthalene, 1-ethoxy-
115 194
172
5000 IR TR SR AU B
9.60 9.80 10.00 10.20 10.40
m/z 172.10 65.96%
NGl o B . O e A
m/z--> 20 40 60 éo 100 150 140 160 180 200
Abundance
172
—rv—v—v—vj—v—v—v—vj—v—v—v—v—rv—v—v—v—rv—r
144 9.60 9.80 10.00 10.20 10.40
5000 m/z 161.10 52.18%
90 117
104
. 39 51 63 76 128 157
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37527: Naphthalene, 2-ethoxy- i e M
144 9.60 9.80 10.00 10.20 10.40
m/z 149.10 51.24%
115 172
5000
89
15 29 40 51 Gﬁ 75 101 1ﬁ7 | 157
m/z--> 20 45 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087208.D

Acq On : 20 May 2016 3:15

Operator : UM/SJ

Sample : H3121-07

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 1H-Inden-1-one, 2,3-dihydro... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.04 12.18 ng 663068 Acenaphthene-d10 9.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one, 2,3-dihydro-4,7-... 160 C11H120 005037-60-5 60
2 1-Indanone, 5,6-dimethyl- 160 C11H120 016440-97-4 55
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 46
4 2H-1-Benzopyran-2-one, 3-methyl- 160 C10H802 002445-82-1 44
5 8-Quinolinol, 5-amino- 160 C9H8N20 013207-66-4 38

Abundance Scan 740 (10.045 min): BF087208.D (-738) (-) m/z 117.10 100.00%

1 160

5000

9.80 10.00 10.20 10.40

5
192203 218

0! m/z 160.10 89.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29358: 1H-Inden-1-one, 2,3-dihydro-4,7-dimethyl-
160
117
5000
9.80 10.00 10.20 10.40
27 39 51 o 47 o1 131 m/z 57.10 77.16%
103 145
15
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
117 160
e ARE BT e S
132 9.80 10.00 10.20 10.40
5000 m/z 43.10 58.56%
27 39
e o 145
15
o R NP PR 1 OO PSS T 1 P S| N,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13603: Benzene, 2-ethenyl-1,4-dimethyl- e ARE BT e S
117 9.80 10.00 10.20 10.40
m/z 41.10 49 _.49%
132
5000
91
51
27 39 65 77 ‘ 105 ‘
0 S N O YT W |1 —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 980 10. 00 10. 20 10. 40
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\HPCHEM1I\BNA_F\DATA\BF051916\
BF087208.D

20 May 2016 3:15

UM/SJ

H3121-07

25 Sample Multiplier: 1

- C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.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 20 Decane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.52 10.47 ng 472176 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 62
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 60
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 58
4 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 53
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 52
Abundance Scan 782 (10.525 min): BF087208.D (-779) (-) m/z 57.10 100.00%
43
5000
” 1020 10,40 1060 1080
O m/z 43.10 66 .49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27126: Decane, 2-methyl-
5000 71 B SRR BURRURA SR UL
1020 10.40 10.60 10.80
85 m/z 71.10 59.28%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
57
8 10.20 10.40 10.60 10.80 |
5000 29 m/z 41.10 34.92%
113
o, 15 85 9g 127 142
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64589: Dodecane, 2,6,10-trimethy!- T
43 57 10.20 10.40 10.60 10.80
71 m/z 85.10 23.03%
5000
113 127
0 H b Ll \ 1 \ 141 155 169 183 197 212
m/z--> 20 40 60 ' 160 120 140 160 180 200 220 1020 10.40 10.60 10.80 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087208.D

Acq On : 20 May 2016 3:15

Operator : UM/SJ

Sample : H3121-07

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.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... 4._67 12.7 ng 654302 1 6.57 1034210 20.0
Benzene, chloro- 4.74 28.1 ng 1450850 1 6.57 1034210 20.0
unknown6 .34 6.34 71.0 ng 3672570 1 6.57 1034210 20.0
Benzene, 1l-methyl... 6.51 8.1 ng 417427 1 6.57 1034210 20.0
Benzene, 1,3-diet... 6.82 10.0 ng 516084 1 6.57 1034210 20.0
Benzene, 1,2-diet... 6.91 9.2 ng 477883 1 6.57 1034210 20.0
1,3-Cyclopentadie. .. 7.35 9.3 ng 839076 2 7.85 1807320 20.0
Benzene, 2-ethyl-_.. 7.52 7.4 ng 672365 2 7.85 1807320 20.0
Undecane, 5-methyl- 8.28 9.2 ng 833351 2 7.85 1807320 20.0
Naphthalene, 1,2,... 9.07 7.9 ng 432236 3 9.60 1088620 20.0
Naphthalene, 2,6-... 9.20 10.9 ng 592637 3 9.60 1088620 20.0
Naphthalene, 1,6-... 9.27 25.2 ng 1371350 3 9.60 1088620 20.0
Naphthalene, 1,2-_.. 9.46 8.7 ng 475973 3 9.60 1088620 20.0
Naphthalene, 2,3,... 9.92 7.8 ng 423826 3 9.60 1088620 20.0
unknown9 .95 9.95 10.1 ng 547711 3 9.60 1088620 20.0
Naphthalene, 1l-et... 9.99 9.0 ng 491002 3 9.60 1088620 20.0
1H-Inden-1-one, 2... 10.04 12.2 ng 663068 3 9.60 1088620 20.0
Decane, 2-methyl- 10.52 10.5 ng 472176 4 11.09 901994 20.0
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