LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088117.D

Aca On : 18 Jun 2016 3:36

Operator : UM/SJ

Sample = H3542-09

Misc :

ALS Vial : 24 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-BF060716.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 1.667 6 7 16 rVB 195200 354299 6.61% 0.760%
2 1.793 16 18 68 rvB 1369362 3218749 60.08% 6.907%
3 4.856 284 286 297 rVB 59583 109314 2.04% 0.235%
4 5.290 322 324 326 rBVY 1293608 1319574 24.63% 2.832%
5 5.839 368 372 375 rBV2 46594 81066 1.51% 0.174%
6 6.342 414 416 419 rBV 920829 828687 15.47% 1.778%
7 6.467 424 427 429 rBV 2165941 2190370 40.88% 4 _.700%
8 6.650 439 443 445 rBV 65006 86713 1.62% 0.186%
9 6.696 445 447 449 rBV 716140 641634 11.98% 1.377%
10 6.856 458 461 465 rVvB2 2008544 2824063 52.71% 6.060%

11 6.947 467 469 472 rVB 243068 225305 4.21% 0.483%
12 7.039 474 477 480 rBv2 192759 261249 4._.88% 0.561%
13 7.084 480 481 485 rBV3 65432 95601 1.78% 0.205%
14 7.233 491 494 495 rBvV2 281816 365936 6.83% 0.785%
15 7.267 495 497 500 rVvv2 1702842 2234026 41.70% 4._.794%

16 7.347 502 504 506 rvB2 140693 139017 2.59% 0.298%
17 7.393 506 508 510 rBV 139343 180068 3.36% 0.386%
18 7.473 512 515 517 rVB 375648 384713 7.18% 0.826%
19 7.553 517 522 524 rBV5 48037 116935 2.18% 0.251%
20 7.587 524 525 527 rBV 55452 60291 1.13% 0.129%

21 7.633 527 529 534 rVB3 212765 433773 8.10% 0.931%
22 7.725 534 537 539 rBv2 313087 353309 6.59% 0.758%
23 7.793 541 543 545 rBV2 64600 82454 1.54% 0.177%
24 7.919 550 554 557 rBv3 116729 221248 4._.13% 0.475%
25 7.976 557 559 563 rvv2 753073 1251047 23.35% 2.685%

26 8.033 563 564 566 rvVB 204936 142676 2.66% 0.306%
27 8.113 569 571 572 rBvV2 56256 68986 1.29% 0.148%
28 8.182 574 577 578 rBV 294711 294724 5.50% 0.632%
29 8.227 578 581 582 rBV 390021 328790 6.14% 0.706%
30 8.365 589 593 594 rBV3 169549 180786 3.37% 0.388%

31 8.456 596 601 604 rBv4 126588 332567 6.21% 0.714%

32 8.513 604 606 607 rvB 87745 62047 1.16% 0.133%
33 8.547 607 609 610 rvB2 123137 136414 2.55% 0.293%
34 8.582 610 612 613 rBvV2 75738 86879 1.62% 0.186%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088117.D

Aca On : 18 Jun 2016 3:36

Operator : UM/SJ

Sample = H3542-09

Misc :

ALS Vial : 24 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-BF060716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 8.639 615 617 619 rvB2 267997 284645 5.31% 0.611%

36 8.673 619 620 623 rvB3 106075 138142 2.58% 0.296%
37 8.730 623 625 626 rBvV 90620 110556 2.06% 0.237%
38 8.799 626 631 633 rBv3 304080 612103 11.42% 1.313%
39 8.902 636 640 641 rBv4 134345 255017 4._76% 0.547%

40 8.936 641 643 644 rVB 63410 68995 1.29% 0.148%
41 8.982 644 647 649 rVB3 50321 76006 1.42% 0.163%
42 9.016 649 650 651 rBvY 78000 76473 1.43% 0.164%

43 9.062 651 654 656 rVB 2324743 3002946 56.05% 6.444%
44 9.210 662 667 668 rBv2 114041 269826 5.04% 0.579%
45 9.325 675 677 680 rBv3 154810 352195 6.57% 0.756%

46 9.405 680 684 688 rvv6 462354 1192493 22.26% 2.559%
47 9.462 688 689 692 rvv2 223032 318041 5.94% 0.682%
48 9.508 692 693 694 rvv 192471 179744 3.35% 0.386%
49 9.588 698 700 703 rBv2 136141 241661 4_.51% 0.519%
50 9.702 706 710 711 rBv4 130529 392937 7.33% 0.843%

51 9.736 711 713 714 rVV 1034017 1040141 19.41% 2.232%
52 9.816 714 720 721 rVV 1021299 2513627 46.92% 5.394%
53 9.862 723 724 726 rVV 202855 216051 4._.03% 0.464%
54 9.919 726 729 732 rVvVV3 135299 305401 5.70% 0.655%
55 10.056 736 741 742 rBV3 209210 465065 8.68% 0.998%

56 10.090 742 744 749 rVB3 743927 1575631 29.41% 3.381%
57 10.193 749 753 755 rBv2 409395 644708 12.03% 1.383%
58 10.251 755 758 759 rvv3 173466 299768 5.60% 0.643%
59 10.319 762 764 766 rBV3 143334 221644 4.14% 0.476%
60 10.445 773 775 777 rBV3 88623 172956 3.23% 0.371%

61 10.525 777 782 786 rVV3 1761753 5357693 100.00% 11.497%
62 10.582 786 787 788 rvV 207504 152899 2.85% 0.328%
63 10.731 797 800 801 rBV3 75338 151689 2.83% 0.326%
64 10.776 803 804 805 rvB 102771 70450 1.31% 0.151%
65 10.868 811 812 815 rBV3 172268 274237 5.12% 0.588%

66 11.108 829 833 840 rvB6 150981 457205 8.53% 0.981%
67 11.211 840 842 844 rvVv 853549 886801 16.55% 1.903%
68 11.302 848 850 856 rvv3 118177 231950 4_.33% 0.498%
69 11.428 859 861 862 rBvV 52819 55119 1.03% 0.118%
70 11.759 888 890 899 rvB2 160685 245273 4._.58% 0.526%

71 12.536 956 958 960 rvv 60278 68757 1.28% 0.148%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088117.D

Aca On : 18 Jun 2016 3:36

Operator : UM/SJ

Sample = H3542-09

Misc :

ALS Vial : 24 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 - 0 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-BF060716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 12.799 978 981 983 rBV 2382049 2599395 48.52% 5.578%
73 13.839 1069 1072 1075 rBV 798668 737730 13.77% 1.583%
74 15.222 1190 1193 1200 rVB 523035 592517 11.06% 1.271%

Sum of corrected areas: 46601797
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088117.D

Aca On : 18 Jun 2016 3:36

Operator : UM/SJ

Sample - H3542-09

Misc :

ALS Vial : 24 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF088117.D
6.47
2000000 6.86
7.27
1500000
1.79 529
1000000 6.34
6.70
500000 7.47
1.6 7.23
6.%04 " |
4.86 5.84 6.65 .08 T
or— 77777 AP e
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF088117.D
9/06 12,80
10.52
2000000

1500000

1000000

500000

0

13.00

12.00 12.50

10.00

10.50 11.00 11.50
TIC: BF088117.D

Time-->
Abundance

2000000
1500000

1000000
13.84

500000 f\

e
14.00 14.50 15.00 15.50 16.00

16.50 17.00 17.50

18.00 18.50

19.00

Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088117.D

Aca On : 18 Jun 2016 3:36

Operator : UM/SJ

Sample - H3542-09

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 unknown6.47 Concentration Rank 3

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

6.47 68.27 ng 2190370 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 427 (6.467 min): BF088117.D (-424) (-) m/z 132.00 100.00%
32
5000 68
40 | 0 620 640 6.60 6.80
54 75 104 : . : .
o282t 02 P e [ WP ms W w/z 68.10  38.81%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R S R A A
6.20 6.40 6.60 6.80
2 78 m/z 134.00 33.43%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 m/z 66.10 25.02%
33 44 g7 105
51 60 70 78 g 115
O R B oL B R L
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine — e
132 6.20 6.40 6.60 6.80
o7 m/z 69.05 15.94%
5000 0
31 52
o T M P | 78es | 15 M6
m/z--> 30 40 5'0 60 70 8 90 100 110 120 130 140 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088117.D

Aca On : 18 Jun 2016 3:36

Operator : UM/SJ

Sample - H3542-09

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 Benzene, 1,2-diethyl- Concentration Rank 13

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

6.95 7.02 ng 225305 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 96
2 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 96
3 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 95
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 91
5 Benzene, 1- ethyl -2,3-dimethyl- 134 C10H14 000933-98-2 91

Abundance Scan 469 (6.947 min): BF088117.D (-467) (-) m/z 119.10 100.00%
105 149
5000 134
91
77
39 51 65 | | 6.60 6.80 7.00 7.20
o Y SN NSO NS PN S S m/z 105.10 98.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14842: Benzene, 1,2-diethyl-
105 119
5000 134
o1 6.60 6.80 7.00 7.20
m/z 134.10 45_72%
b B B Re® T el
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105 119
6.60 6.80 7.00 7.20
5000 134 m/z 91.10 26 .53%
91
o 21 58 65 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14841: Benzene, 1,4-diethyl-
105 119 6.60 6.80 7.00 7.20
m/z 77.10 16.34%
5000 134
91
o B 8 e U ey ]
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088117.D

Aca On : 18 Jun 2016 3:36

Operator : UM/SJ

Sample - H3542-09

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 17

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

7.47 6.15 ng 384713 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
4 o-Cvmene 134 C10H14 000527-84-4 93
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91

Abundance Scan 515 (7.473 min): BF088117.D (-512) (-) m/z 119.10 100.00%
119
5000 134
39 77 oL 7.20 7.40 7.60 7.80
105 : : :

b B3 e LIS f 1s0 %67 513410 44.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-

5000
7.20 7.40 7.60 7.80

m/z 91.05 15.68%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
119
134 7.20 7.40 7.60 7.80
5000 m/z 135.10 12.53%

91
oL15 39 53 77 77105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-

7.20 7.40 7.60 7.80
m/z 120.10 9.83%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088117.D

Aca On : 18 Jun 2016 3:36

Operator : UM/SJ

Sample - H3542-09

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 2,2-Dimethylindene, 2,3-dih... Concentration Rank 14

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

7.63 6.93 ng 433773 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 91
2 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 90
3 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 89
4 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 81
5 Benzene, l-methyl-2-(1-methyl-2-_._. 146 C11H14 097664-19-2 81

Abundance Scan 529 (7.633 min): BF088117.D (-527) (-) m/z 131.10 100.00%
5000
91 115 146
39 5lgg65 17 | 105 7.20 7.40 7.60 7.80 8.00
o.,....,....',-....,'.~.?F',.'.-'..,...':-,?.4..',.'..9.8,.'.'.'.,..|!|.5L,2.?.-!|i!.~..,..'.-!,.... m/z 91.05 26.16%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131
146
5000
7.20 7.40 7.60 7.80 8.00
91 115 m/z 146.10 26.06%
51 @65 77 105 | m
N A A R R A NS R LA A LA KRS RARAN SARE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131
146
7.20 7.40 7.60 7.80 8.00
5000 91 m/z 133.10 22 .54%
39 51 65 77 105 115
o 58 98 139
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21631: Benzene, (3-methyl-2-butenyl)-
131 7.20 7.40 7.60 7.80 8.00
m/z 115.10 20.53%
o1 146
5000
41 51 65 77 103 116
0 .|..2.Z‘|....‘l‘.‘...i‘.‘.‘.s‘.8|.‘ﬁ‘.‘l‘|...‘lluu..‘ll...|.‘l‘..|..W.|...‘l‘il...lu‘.‘.lun
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088117.D

Aca On : 18 Jun 2016 3:36

Operator : UM/SJ

Sample - H3542-09

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 20

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

7.72 5.65 ng 353309 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 53
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 50
3 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 50
4 o-Cvmene 134 C10H14 000527-84-4 46
5 p-Cymene 134 C10H14 000099-87-6 46

Abundance Scan 537 (7.725 min): BF088117.D (-534) (-) m/z 119.10 100.00%
119
5000 134
91 145
39 51 65 /7 103 160 7.40 7.60 7.80 8.00
0 crrrobrreptb e m/z 117.10 93.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14086: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
91 7.40 7.60 7.80 8.00
51 m/z 134.10 39.31%
105
O“P“W“HVHﬁ{“mMWML'J“““M“meV“h“JW“W““PHWH“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
119
7.40 7.60 7.80 8.00
5000 134 m/z 132.10 34.71%
15 27 39 51 65 77 ol 105

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-

7.40 7.60 7.80 8.00
m/z 115.10 34.62%

5000

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088117.D

Aca On : 18 Jun 2016 3:36

Operator : UM/SJ

Sample - H3542-09

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 1,4-Methanonaphthalene, 1,4... Concentration Rank 10

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

8.80 9.79 ng 612103 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 70
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 55
3 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 55
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 55
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 55

Abundance Scan 631 (8.799 min): BF088117.D (-626) (-) m/z 142.10 100.00%
142
131
5000 115
160 5 8F0 8RO 000 Obo0
8.40 8.60 8.80 9.00 9.20
o ceralidh |.|.'.1,“?.2..-!~....,1.7..4.,.. m/z 141.10  92.45%
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-
141
5000 115 UV

8.40 8.60 8.80 9.00 9.20
m/z 131.00 64 .77%

63
27 39 Bl 74 8 00

126 )|
Ohrreer et ettt e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
142
8.40 8.60 8.80 9.00 9.20
5000 m/z 115.05 49.05%
115
71
27 39 51 62 89 102 126
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #19233: Naphthalene, 2-methyl- e
142 8.40 8.60 8.80 9.00 9.20
m/z 146.10 44 .39%
5000
115
27 39 51 6 74 89 100 | 126 |
LA aa O B LR RS AAAax tansanan s )
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 8.40 8.60 8.80 9.00 9.20

8270-BF060716.M Mon Jun 20 17:46:17 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088117.D

Aca On : 18 Jun 2016 3:36

Operator : UM/SJ

Sample - H3542-09

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 Indane Concentration Rank 15

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

9.32 6.77 ng 352195 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 80
2 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 64
3 Benzene. (l-ethvl-2-propenvl)- 146 C11H14 019947-22-9 60
4 Benzene. 1l-pentenvl- 146 C11H14 000826-18-6 53
5 1,3,5,7-Cyclooctatetraene, 1l-butyl- 160 C12H16 013402-37-4 50

Abundance Scan 677 (9.325 min): BF088117.D (-675) (-) m/z 117.10 100.00%
117
146

5000

9.00 9.20 9.40 9.60

0 m/z 146.10 70.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8951: Indane
117
5000

9.00 9.20 9.40 9.60
m/z 118.10 45_.10%

91
52 2 s 8 7 %

N RGPS 1 S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
117
9.00 9.20 9.40 9.60
5000 m/z 115.05 38.79%
91
39
27 5163 47 103
15
oY S R T Y S P | S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21628: Benzene, (1-ethyl-2-propenyl)- L i A ma
117 9.00 9.20 9.40 9.60
m/z 109.10 27.62%
5000
91
| S D NS | MM M MMM N
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60

8270-BF060716.M Mon Jun 20 17:46:18 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088117.D

Aca On : 18 Jun 2016 3:36

Operator : UM/SJ

Sample - H3542-09

Misc :

ALS Vial : 24 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 12 1(2H)-Naphthalenone, 3,4-di... Concentration Rank 6

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

9.40 22.93 ng 1192490 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(2H)-Naphthalenone. 3.4-dihvdro... 160 C11H120 014944-23-1 83
2 Benzoic acid. 2.4.5-trimethvl- 164 C10H1202 000528-90-5 78
3 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 007524-63-2 41
4 Ethvl o-methvlbenzoate 164 C10H1202 000087-24-1 41
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 41

Abundance Scan 684 (9.405 min): BF088117.D (-680) (-) m/z 119.10 100.00%
119
5000
39 51 63
9.00 9.20 9.40 9.60 9.80
o m/z 118.00 86.00%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30853: 1(2H)-Naphthalenone, 3,4-dihydro-3-methy!-
118
90
160
5000 145
9.00 9.20 9.40 9.60 9.80
39 m/z 164.10 66.77%
o L2 .‘v. A I ) S
m/z--> 20 40 80 100 120 140 160 180
Abundance
146 164
119
9.00 9.20 9.40 9.60 9.80
5000 m/z 149.10 52.94%
91
77 105
17 27 39 51 65 131
miz--> 20 40 60 80 100 120 140 160 180
Abundance #30930: Naphthalene, 1,2,3,4-tetrahydro-2,6-dimethy!-
118 9.00 9.20 9.40 9.60 9.80
160 m/z 146.10 51.19%
5000 145
105
128
77
..1.5| |2|7| |3|9| IS\:ILI |62‘5.‘. "|' .‘. 'I .‘..‘.Ml ; “Ml ; IHH' ..‘l‘. R
m/z--> 20 40 80 100 120 140 160 180 9.00 9.20 9.40 9.60 9.80

8270-BF060716.M Mon Jun 20 17:46:19 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088117.D

Aca On : 18 Jun 2016 3:36

Operator : UM/SJ

Sample - H3542-09

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 Benzoic acid, 2,4,5-trimethyl- Concentration Rank 4

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

9.82 48.33 ng 2513630 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 2.4.5-trimethvl- 164 C10H1202 000528-90-5 83
2 Benzoic acid. 2.4.6-trimethvl- 164 C10H1202 000480-63-7 58
3 Ethvl m-methvlbenzoate 164 C10H1202 000120-33-2 50
4 Ethvl 4-methvlbenzoate 164 C10H1202 000094-08-6 46
5 3,5-Dimethylphenylacetic acid 164 C10H1202 042288-46-0 43

Abundance Scan 720 (9.816 min): BF088117.D (-714) (-) m/z 164.10 100.00%
119 146 164
5000
9.60 9.80 10.00 10.20
o Al LEe 192 0 Th777119.10 96.39%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33350: Benzoic acid, 2,4,5-trimethyl-
146 164
119
5000 L N RN SN R
9.60 9.80 10.00 10.20
77 91 o5 m/z 146.10 92 .85%
P I 0 [ N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
146 164
9.60 9.80 10.00 10.20
5000 m/z 117.10 57 .84%
119
91
o7 39 51 g5 7 103 .
O o B e T T e s
miz--> 20 40 60 80 100 120 140 160 180
Abundance #33293: Ethyl m-methylbenzoate i e e
119 9.60 9.80 10.00 10.20
m/z 91.05 46.63%
5000 o1
136 164
65 149
0 YA N O W o N A e e
m/z--> 20 40 60 80 100 120 140 160 180 9.60 9.80 10.00 10.20

8270-BF060716.M Mon Jun 20 17:46:20 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088117.D

Aca On : 18 Jun 2016 3:36

Operator : UM/SJ

Sample - H3542-09

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 14 unknown9.92 Concentration Rank 18

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

9.92 5.87 ng 305401 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1.3-tri... 160 C12H16 002613-76-5 46
2 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 38
3 Benzene. 1-(2-butenvl)-2.3-dimet... 160 C12H16 054340-85-1 35
4 Benzene. 1-(1-methvlethenv)-2-(... 160 C12H16 005557-93-7 30
5 Benzene, (1,3-dimethyl-2-butenyl)- 160 C12H16 050704-01-3 25

Abundance Scan 729 (9.919 min): BF088117.D (-726) (-) m/z 163.10 100.00%
145 163
5000
o1 115 132
77 104 176 197
39 51 65 | | 204 9.60 9.80 10.00 10.20
0 A m/z 145.10 84.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30908: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-
145
5000 L RN LN LN SRR
9.60 9.80 10.00 10.20
128 160 m/z 161.10 36.64%
115
. 51 65 77 %105 |
miz--> b h & % i 16 1o 160 15 2%
Abundance
145
9.60 9.80 10.00 10.20
5000 m/z 115.05 32.78%
115 128 160
15 27 39 51 g3 77 91 105
O T o e e R
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #30890: Benzene, 1-(2-butenyl)-2,3-dimethyl- A E A REEEmTa S
145 9.60 9.80 10.00 10.20
m/z 132.05 31.77%
5000 160
91 105175 130
39 77
BT W WO T S I 0,140
m/z--> 20 40 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20

8270-BF060716.M Mon Jun 20 17:46:21 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088117.D

Aca On : 18 Jun 2016 3:36

Operator : UM/SJ

Sample - H3542-09

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 Naphthalene, 2,3,6-trimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.06 8.94 ng 465065 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 96
2 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 95
3 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 95
4 4.6.8-Trimethvlazulene 170 C13H14 000941-81-1 95
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 78

Abundance Scan 741 (10.056 min): BF088117.D (-736) (-) m/z 155.05 100.00%

185 170

5000

9.80 10.00 10.20 10.40

92
204216 231

0 m/z 170.10 99.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38371: Naphthalene, 2,3,6-trimethyl-
170
155
5000

9.80 10.00 10.20 10.40
m/z 117.10 56.36%

15 27 39 51 63 76 gg 102115128141 | |

o R A S B S et |V
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
170
B B R B
9.80 10.00 10.20 10.40
5000 155 m/z 115.10 37 .55%
0 39 51 70 84 103115128141
R o e AR RARRA REAE S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38370: Naphthalene, 1,6, 7-trimethyl- BT B
170 9.80 10.00 10.20 10.40
155 m/z 159.10 32.80%
5000
ol 27 39 51 63 76 g9 102115128141 | |
SRS T AL il Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 980 10 00 10 20 10 40

8270-BF060716.M Mon Jun 20 17:46:22 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088117.D

Aca On : 18 Jun 2016 3:36

Operator : UM/SJ

Sample - H3542-09

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 2-(5-Isopropyl-2-methylphen... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.09 30.30 ng 1575630 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(5-Isopropvl-2-methviphenvlet... 178 C12H180 004389-64-4 59
2 p-Amidinobenzamide 163 C8H9N30 054050-86-1 53
3 2-Propanone. 1-(3.5.5-trimethvl-... 178 C12H180 016695-72-0 43
4 2-Propanone. 1-(3.5.5-trimethvl-_.. 178 C12H180 016695-73-1 43
5 6-tert-Butyl-2,4-dimethylphenol 178 C12H180 001879-09-0 38
Abundance Scan 744 (10.090 min): BF088117.D (-742) (-) m/z 147.10 100.00%
147 163
5000 91
105 178
43 77 192
3 65 115 133 | 206 9.80 10.00 10.20 10.40
o el bl 208 7z 163.10 81.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44023: 2-(5-1sopropyl-2-methylphenyl)ethanol
147 163 178
5000 105 LI RN LN SUCLIN B
o1 117 433 9.80 10.00 10.20 10.40
. m/z 91.10 38.44%
oL |]:7| |2\|7| "I“ ?ﬁ 6|5”||””|” e ‘.‘l.. M e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
147 163
'9.80 10.00 10.20 10,40
5000 m/z 178.10 30.45%
102 119130
43
oL 16 28 5g 65 70 o2
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #44090: 2—Pr0panone, l—(3,5,5—trimethyI—Z—cycIoheXen—l—yli... LI N e L I
163 9.80 10.00 10.20 10.40
m/z 105.10 27 .78%
145
5000
3 178
91 105 122
77 35
AR P2 I 00 N I N O LA~e SVl el
m/z--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40

8270-BF060716.M Mon Jun 20 17:46:23 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088117.D

Aca On : 18 Jun 2016 3:36

Operator : UM/SJ

Sample - H3542-09

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 unknownl10.19 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.19 12.40 ng 644708 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5"-Hvdroxv-2*".3" .4"-trimethvlace... 178 C11H1402 013667-28-2 43
2 Ethanone. 1-(2.3-dihvdro-1.4-ben... 178 C10H1003 002879-20-1 38
3 Benzonitrile. 2.4-dimethoxv- 163 C9HINO2 004107-65-7 30
4 2.3.5.6-Tetramethvlbenzoic acid 178 C11H1402 002604-45-7 30
5 Octadecyltriethoxysilane 416 C24H5203Si 007399-00-0 27
Abundance Scan 753 (10.193 min): BF088117.D (-749) (-) m/z 163.10 100.00%
143
133 178
5000
51 65 v 5 1000 10,20 10.40 1060
39 9.80 10.00 10.20 10.40 10.60
o 192 206 m/z 178.10  70.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43862: 5'-Hydroxy-2',3',4'"-trimethylacetophenone
163
178
5000 135 RN UM UM BULRLN B
9.80 10.00 10.20 10.40 10.60
o1 m/z 133.10 66 .35%
oL 15 27 35465 79 10 107117 | 149 1
m/z--> 20 40 éo 85 100 120 140 160 180 200
Abundance
163
9.80 10.00 10.20 10.40 10.60
5000 178 m/z 91.10 41.75%
43 107 135
0 63 ° 91 123
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #33161: Benzonitrile, 2,4-dimethoxy- B B e
163 9.80 10.00 10.20 10.40 10.60
m/z 117.10 29.92%
5000
134
120
15 28 39 50 95 77 90 104 77 | 145 |
m/z--> 20 40 60 8IO 100 12'0 14'10 160 180 200 9.80 10.00 10.20 10.40 10.60

8270-BF060716.M Mon Jun 20 17:46:24 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088117.D

Aca On : 18 Jun 2016 3:36

Operator : UM/SJ

Sample - H3542-09

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 unknownl10.25 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.25 5.76 ng 299768 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 244 C18H28 029138-91-8 27
2 Cinnamvl cinnamate 264 C18H1602 000122-69-0 25
3 1H-Indole. 1-methvl- 131 C9HON 000603-76-9 25
4 Benzoimidazol-1-vl-acetic acid 176 C9H8N202 1000317-79-2 25
5 dI-7-Azatryptophan 205 C10H11N302 001137-00-4 22
Abundance Scan 758 (10.251 min): BF088117.D (-755) (-) m/z 131.10 100.00%
131
191
5000
a1 JL 161
63 ‘ 10.00 10.20 10.40 10.60
39 221 355
Obr—rte Il.ll..ll A ,"il. '.""."II'L.'. J |l' T |2|81| e m/z 191.10 59 _88%
m/z--> 50 100 150 200 250 300 350
Abundance #97582: Naphthalene, 1,2,3,4-tetrahydro-1-octyl-
131
5000
10.00 10.20 10.40 10.60
g1 m/z 176.10 48.48%
29 244
o 458 7 | 1 d\ 153171 198
m/z--> §o 160 150 200 250 360 3éo
Abundance
131
10.00 10.20 10.40 10.60
5000 m/z 117.10 33.34%
103
77 219
o o1 173192 264
m/z--> §o 160 1%0 200 250 360 3éo
Abundance #13986: 1H-Indole, 1-methyl- L L B
131 10.00 10.20 10.40 10.60
m/z 115.05 33.04%
5000
ol ..hi‘l.t‘lﬂ.ﬂ“. ———— Sl oA s =
m/z--> 50 100 150 200 250 300 350 10.00 10.20 10.40 10.60

8270-BF060716.M Mon Jun 20 17:46:25 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088117.D

Aca On : 18 Jun 2016 3:36

Operator : UM/SJ

Sample - H3542-09

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 unknownl10.87 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.87 6.18 ng 274237 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Acetoxv-4-phenvlhex-2-en-5-one 232 C14H1603 183483-46-7 27
2 Benzenebutanoic acid. .alpha...a... 220 C12H1204 006296-54-4 25
3 Pvridol2.3-dlovrimidin-4(1H)-one 147 C7H5N30 024410-19-3 22
4 Cvclopropanamine. N-methvl-1-phe... 147 C10H13N 056771-48-3 22
5 2,4-Pentanedione, 3-(phenylmethyl)- 190 C12H1402 001134-87-8 22
Abundance Scan 812 (10.868 min): BF088117.D (-811) (-) m/z 147.10 100.00%
147
5000 91 131 160 fv\AJxA/kﬁwAJA\N~Jvavﬂ\_M_
1060 10.80 11.00 11.20
0 m/z 160.10 48 .94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #87605: 2-Acetoxy-4-phenylhex-2-en-5-one
147
43
5000 IR O DU BN RO
189 10. 60 10 80 11. oo 11. 20
77 103 129 17 m/z 131.10 48 .48%
ol 27 e e Pus | | ‘ 214 232
m/z--> ﬁo Jo eb 85 160 150 150 1éo 180 260 250
Abundance
147
69 10.60 10.80 11.00 11.20
5000 m/z 91.10 45 .18%
105
oh 22 i go 91 120131 159 174 192 22
m/z--> ﬁo Jo eb 85 160 150 140 160 180 200 250 '
Abundance #22452: Pyrido[2,3-d]pyrimidin-4(1H)-one R RAREEEEEmE
147 10.60 10.80 11.00 11.20
m/z 117.10 40.65%
5000
92 119
38 50 &1 76
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. 60 10 80 11. oo 11. 20

8270-BF060716.M Mon Jun 20 17:46:25 2016 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088117.D

Aca On : 18 Jun 2016 3:36

Operator : UM/SJ

Sample - H3542-09

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 trans-2,6-Dimethyl-_beta.-m... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.11 10.31 ng 457205 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-2.6-Dimethvl-_beta.-methvl... 191 C11H13NO2 147102-59-8 81
2 Benzene. 1-fluoro-3(2.2-dicvanoe... 172 C10H5FN2 002972-71-6 42
3 2-Ethvl-3-methvlene-indan-1-one 172 C12H120 1000187-41-4 41
1-(4-TolvD)-1-cvclohexene 172 C13H16 001821-23-4 41
5 2-Cyclopenten-1-one, 3-methyl-2-_._.. 172 C12H120 050397-92-7 38
Abundance Scan 833 (11.108 min): BF088117.D (-829) (-) m/z 145.10 100.00%
5
5000
10.80 11.00 11.20 11.40
0 m/z 172.10 80.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53753: trans-2,6-Dimethyl-.beta.-methyl-.beta.-nitrostyrene
129
115
5000 144 SR UL SN IR IR
77 o 10.80 11.00 11.20 11.40
51 o ‘ ﬂ% ‘ 191 m/z 190.10 66.57%
o---.----.--‘-‘-.‘-‘-‘--‘.----.‘---l‘.- l-.‘-‘---.---- N
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance
145 172
10.80 11.00 11.20 11.40
5000 m/z 129.10 53.55%
94
g 39 50 62 7° 107118
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39846: 2-Ethyl-3-methylene-indan-1-one R R R
157 172 10.80 11.00 11.20 11.40
129 m/z 115.05 40.24%
5000
51 77 115 144
28 39 63 gg 102
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10,80 11.00 11.20 11.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061716\
Data File : BF088117.D

Acq On : 18 Jun 2016 3:36

Operator : UM/SJ

Sample - H3542-09

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_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]
unknown6 .47 6.47 68.3 ng 2190370 1 6.70 641634 20.0
Benzene, 1,2-diet... 6.95 7.0 ng 225305 1 6.70 641634 20.0
Benzene, 1,2,3,4-_.. 7.47 6.2 ng 384713 2 7.99 1251050 20.0
2,2-Dimethylinden. .. 7.63 6.9 ng 433773 2 7.99 1251050 20.0
Benzene, 2-etheny... 7.72 5.7 ng 353309 2 7.99 1251050 20.0
1,4-Methanonaphth. .. 8.80 9.8 ng 612103 2 7.99 1251050 20.0
Indane 9.32 6.8 ng 352195 3 9.74 1040140 20.0
1(2H)-Naphthaleno. .. 9.40 22.9 ng 1192490 3 9.74 1040140 20.0
Benzoic acid, 2,4... 9.82 48.3 ng 2513630 3 9.74 1040140 20.0
unknown9 .92 9.92 5.9 ng 305401 3 9.74 1040140 20.0
Naphthalene, 2,3,... 10.06 8.9 ng 465065 3 9.74 1040140 20.0
2-(5-1sopropyl-2-_.. 10.09 30.3 ng 1575630 3 9.74 1040140 20.0
unknown10.19 10.19 12.4 ng 644708 3 9.74 1040140 20.0
unknown10.25 10.25 5.8 ng 299768 3 9.74 1040140 20.0
unknown10 .87 10.87 6.2 ng 274237 4 11.21 886801 20.0
trans-2,6-Dimethy... 11.11 10.3 ng 457205 4 11.21 886801 20.0
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