LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011316\
Data File : BF084467.D

Aca On : 14 Jan 2016 4:06

Operator : SJ/UM

Sample : H1113-01

Misc :

ALS Vial : 21 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-BF123115.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.001 252 255 261 rBV 765314 872808 11.48% 1.344%
2 5.436 290 293 295 rBVY 2381947 2940781 38.69% 4_.529%
3 5.836 325 328 330 rBV 113236 115288 1.52% 0.178%
4 6.464 381 383 386 rBY 2289227 1922727 25.30% 2.961%
5 6.602 392 395 397 rBVY 5554340 5498812 72.35% 8.469%
6 6.830 413 415 417 rBVY 1977894 1655681 21.79% 2.550%
7 6.990 426 429 430 rBY 5005699 4999475 65.78% 7.700%
8 7.013 430 431 433 rVB 274801 195633 2.57% 0.301%
9 7.173 442 445 448 rVB2 79225 98503 1.30% 0.152%
10 7.402 457 465 467 rBV 4390023 5161984 67.92% 7 .950%
11 7.527 474 476 479 rBV 61816 78837 1.04% 0.121%

12 7.767 495 497 499 rVB2 94765 105135 1.38% 0.162%
13 7.859 502 505 507 rBvV 172099 234685 3.09% 0.361%
14 7.927 509 511 515 rBV5 42019 77370 1.02% 0.119%
15 8.053 517 522 525 rBv4 50552 105257 1.38% 0.162%

16 8.122 525 528 529 rBV 1781882 2370587 31.19% 3.651%
17 8.167 529 532 534 rvv2 233643 351549 4.63% 0.541%
18 8.247 537 539 540 rBvV2 93310 111481 1.47% 0.172%
19 8.362 547 549 550 rBV 228518 206295 2.71% 0.318%
20 8.396 550 552 555 rvB2 137727 235583 3.10% 0.363%

21 8.590 564 569 571 rBv2 330540 462546 6.09% 0.712%
22 8.682 571 577 578 rvv3 168043 293355 3.86% 0.452%
23 8.705 578 579 581 rvv2 268358 264762 3.48% 0.408%
24 8.750 581 583 584 rvv2 113393 166246 2.19% 0.256%
25 8.785 584 586 587 rvB2 147060 171456 2.26% 0.264%

26 8.922 595 598 599 rBv2 72344 106356 1.40% 0.164%
27 8.968 599 602 604 rvB2 101243 206632 2.72% 0.318%
28 9.036 604 608 609 rBv3 101788 191293 2.52% 0.295%
29 9.059 609 610 613 rvB2 86687 115160 1.52% 0.177%
30 9.116 613 615 617 rBv2 183547 171571 2.26% 0.264%

31 9.196 619 622 624 rVV 7751475 7266355 95.61% 11.191%
32 9.310 628 632 633 rBv2 254414 344455 4_.53% 0.530%
33 9.333 633 634 638 rvv3 114718 240317 3.16% 0.370%
34 9.459 640 645 647 rBv4 134225 295297 3.89% 0.455%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011316\
Data File : BF084467.D

Aca On : 14 Jan 2016 4:06

Operator : SJ/UM

Sample : H1113-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.539 647 652 655 rBv5 180873 445521 5.86% 0.686%

36 9.596 655 657 660 rVvB3 72421 137811 1.81% 0.212%
37 9.745 666 670 671 rBv4 48981 107403 1.41% 0.165%
38 9.870 678 681 684 rBV 2816545 2722987 35.83% 4.194%
39 9.928 684 686 687 rBv2 52195 93830 1.23% 0.145%
40 9.951 687 688 690 rvB 114744 101987 1.34% 0.157%

41 10.031 693 695 698 rvB4 181723 201153 2.65% 0.310%
42 10.191 707 709 711 rvB2 116916 160228 2.11% 0.247%
43 10.248 711 714 716 rBV3 95335 130488 1.72% 0.201%
44 10.305 716 719 720 rBV 155591 187023 2.46% 0.288%
45 10.362 722 724 728 rVB5 91805 147165 1.94% 0.227%

46 10.488 733 735 738 rBV 322348 501019 6.59% 0.772%
47 10.613 744 746 747 rBV 62230 80642 1.06% 0.124%
48 10.659 747 750 753 rBV 4442647 4977663 65.49% 7.666%
49 10.785 759 761 765 rVB 402095 481170 6.33% 0.741%
50 10.865 765 768 770 rBv4 96973 198134 2.61% 0.305%

51 11.013 777 781 783 rBv4 107640 237287 3.12% 0.365%
52 11.151 791 793 796 rBv2 160235 199419 2.62% 0.307%
53 11.231 798 800 801 rvv 99240 98436 1.30% 0.152%
54 11.299 804 806 807 rvv2 81522 137960 1.82% 0.212%
55 11.356 808 811 813 rVvV 2514739 2521950 33.18% 3.884%

56 11.414 813 816 819 rvv5 60339 210759 2.77% 0.325%
57 11.471 819 821 824 rVB 269987 350986 4.62% 0.541%
58 11.562 827 829 832 rBv3 109154 164118 2.16% 0.253%
59 11.608 832 833 836 rvB3 75260 99638 1.31% 0.153%
60 11.711 840 842 844 rvVv 240505 231947 3.05% 0.357%

61 11.756 844 846 847 rVB 87772 83189 1.09% 0.128%
62 11.928 859 861 862 rVB 73282 85890 1.13% 0.132%
63 11.962 862 864 868 rvB2 70952 123189 1.62% 0.190%
64 12.099 874 876 881 rvB2 67731 164657 2.17% 0.254%
65 12.945 947 950 952 rBV 7243355 7600085 100.00% 11.705%

66 13.859 1028 1030 1034 rBV2 59631 103564 1.36% 0.159%

67 13.985 1039 1041 1044 rBV 2087963 2132066 28.05% 3.284%

68 15.402 1162 1165 1168 rBVY 1107902 1570900 20.67% 2.419%

69 15.974 1207 1215 1226 rVB2 98760 506760 6.67% 0.780%
Sum of corrected areas: 64931296
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF011316\

BF084467 .D

14 Jan 2016 4:06

SJ/UM

H1113-01

21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011316\
Data File : BF084467.D

Aca On : 14 Jan 2016 4:06

Operator : SJ/UM

Sample : H1113-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.00 10.54 ng 872808 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 4-Pentene-2-o0l, 2-methyl 100 C6H120 000624-97-5 9

Abundance Scan 255 (5.001 min): BF084467.D (-252) (-) m/z 43.10 100.00%
43.1
59.1
5000
O 450 480 500 520 540
o...,....,....,....','.-...,..~:.|,..??-,9....,8311..,...=,|...1.1,1.-.1.., m/z 59.10 58.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 a0 B0 500 85 550
0
150 a0 1010 m/z 101.10 19.78%
0 1 | I, 83.0 . ‘
I UL SULILS UL SULIUR UL IS VLIS UL SULILN SIS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 460 480 500 520 5.40
5000 m/z 58.10 15.96%
20.0 101.0
0 15.0 73.0 83.0
RS IR SULIUR SO SO SO UL IR SULILL SULILSE S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-
59.0 4.60 4.80 500 5.20 5.40
m/z 41.05 8.24%
5000 41.0
31.0
69.0 870
0 15.0 \H 500\@ ‘ 98.0
m/z--> 10 20 30 40 50 60 7'0 80 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011316\
Data File : BF084467.D

Aca On : 14 Jan 2016 4:06

Operator : SJ/UM

Sample : H1113-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.60 Concentration Rank 1

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

6.60 66.42 ng 5498810 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
2 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 395 (6.602 min): BF084467.D (-392) (-) m/z 132.00 100.00%
13%.0
5000 68.1
w01 | 9.1 \ 620 640 650 650 700
54.1 . . ) . .
o..,....,....|.'...,:.'..,::.'.|,..7.8.,1....,..!.,’.1?‘?.?.1.1.6.?....,~'...,.. m/z 68.10 40.94%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i o ol s sk ke
410 o, m/z 134.00 34.23%
79.0 .
0 "I""I""I""I""I""I""I""I"" .1.0.7.0...‘.‘|....|H... -
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.10 26.17%
63.0 81.0
N N LA WPV - o N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13916: Benzene, 1,3,5-trifluoro- e —
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 17.02%
5000
63.0 81.0
31.0 50.0 ‘ 101011go |
O B e T B .
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011316\
Data File : BF084467.D

Aca On : 14 Jan 2016 4:06

Operator : SJ/UM

Sample : H1113-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 Indane Concentration Rank 12

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

7.01 2.36 ng 195633 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 83
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 72
3 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 64
4 Benzene. 1l-ethenvl-2-methvl- 118 C9H10 000611-15-4 45
5 m-Aminophenylacetylene 117 C8H7N 054060-30-9 43

Abundance Scan 431 (7.013 min): BF084467.D (-430) (-) m/z 117.10 100.00%
117.1
5000
391 510 630 o O+l g | 6.60 6.80 7.00 7.20 7.40
Ol e e ottt il m/Z 118.10  54.42%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8673: Indane
117.0
5000 SRR SRS RS RS
6.60 6.80 7.00 7.20 7.40
m/z 115.05 23.08%
39.0 58.0 910
o210 "7~ 490 | 770 | 1030 |
mz-> 20 30 40 50 60 70 80 90 100 110 120
Abundance
117.0
6.60 6.80 7.00 7.20 7.40
5000 m/z 91.10 12.37%
91.0
. o70 390 510 650 77.0 103.0
mz-> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8706: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0 6.60 6.80 7.00 7.20 7.40
m/z 63.00 6.17%
5000 91.0
270 390 51‘.0 ‘ 65‘.0 78.0 103.0
0:|||‘|||||||||‘=||||‘||||||‘|||||‘=||| |‘|||||||‘|||| SN | GHENS 1 W N N N4
m/z--> 20 30 40 50 60 70 8 90 100 110 120 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011316\
Data File : BF084467.D

Aca On : 14 Jan 2016 4:06

Operator : SJ/UM

Sample : H1113-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 Benzo[b]thiophene, 2,3-dihy... Concentration Rank 5

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

8.59 3.90 ng 462546 Naphthalene-d8 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblthiophene. 2.3-dihvdro- 136 C8HS8S 004565-32-6 93
2 Benzolclthiophene. 1.3-dihvdro- 136 C8HS8S 002471-92-3 70
3 Benzene. (ethenvlthio)- 136 C8HS8S 001822-73-7 58
4 2-Hvdroxv-4-methvlbenzaldehvde 136 C8H802 000698-27-1 52
5 Pyrazine, 2,6-diethyl- 136 C8H12N2 013067-27-1 52

Abundance Scan 569 (8.590 min): BF084467.D (-564) (-) m/z 135.00 100.00%
136.0
5000 91.0
39.1 51.0 63.0 77.0 147.1 1601 8.20 8.40 8.60 8.80 9.00
o} ; m/z 136.00 79.48%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15788: Benzo[b]thiophene, 2,3-dihydro-
135.0
5000 91.0 AR AN SRR R
8.20 8.40 8.60 8.80 9.00
m/z 131.10 47 .16%
oL 270 390 510 070 290 | 1030 1210 ||
miz> 2 30 4 50 80 70 80 60 100 110 120 130 140 180 160
Abundance
135.0
8.20 8.40 8.60 8.80 9.00
5000 m/z 91.05 39.42%
91.0
27.0 39.0 510 670 5, 103.0 121.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15786: Benzene, (ethenylthio)- AR B EmmanE L
135.0 8.20 8.40 8.60 8.80 9.00
m/z 146.10 18.09%
91.0
5000
51.0
0 270 39.0 ‘ \\65‘\\(\) 77‘0 10? 01210 | ‘\
iz 20 B 4 B0 b 75 80 80 100 130 150 130 140 150 10 | | 850 840 850 550 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011316\
Data File : BF084467.D

Aca On : 14 Jan 2016 4:06

Operator : SJ/UM

Sample : H1113-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 Benzene, pentamethyl- Concentration Rank 11

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

8.68 2.47 ng 293355 Naphthalene-d8 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. pentamethvl- 148 C11H16 000700-12-9 94
2 Benzene. 1.3-dimethvl-5-(l1-methyv... 148 C11H16 004706-90-5 91
3 Benzene. 2.4-dimethvl-1-(l1-methyv... 148 C11H16 004706-89-2 90
4 Benzene. l-ethvl-2.4.5-trimethvl- 148 C11H16 017851-27-3 80
5 Benzene, l-ethyl-3-(1-methylethyl)- 148 C11H16 004920-99-4 80

Abundance Scan 577 (8.682 min): BF084467.D (-571) (-) m/z 133.10 100.00%
138.1
5000 1481
a1 gy 770 P71 1081yg, l 8.40 8.60 880 9.00
Ol S0 e R b Tm/z 148.05  39.02%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #21796: Benzene, pentamethyl-
1338.0
5000
148.0 8.40 8.60 8.80 9.00
91.0 m/z 91.10 12.65%
150 390 30 (0 10504190
0 .|...;l.‘...‘l‘..‘.‘.l‘.‘...“‘l....l‘.‘..l‘luk‘.‘.lu‘.‘..luu
m/z--> 0 20 40 60 80 100 120 140 160
Abundance
133.0
840 860 880 9.00
5000 m/z 134.10 11.81%
148.0
’0 15.0 39.0 53.0 77.0 91.0 105.0119.0
O S T e S o o e B
mz-> 0 20 40 60 80 100 120 140 160
Abundance #21851: Benzene, 2,4-dimethyl-1-(1-methylethyl)-
138.0 8.40 8.60 8.80 9.00
m/z 147.10 8.69%
5000
148.0
L2080 | FPsz0 70 HOUB0yee | |
m/z--> 0 20 40 60 80 100 120 140 160 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011316\
Data File : BF084467.D

Aca On : 14 Jan 2016 4:06

Operator : SJ/UM

Sample : H1113-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 13

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

8.70 2.23 ng 264762 Naphthalene-d8 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one. 2.3-dihvdro- 132 C9H80 000083-33-0 91
2 Benzene. (2-propvnvloxv)- 132 C9H80 013610-02-1 74
3 Bicvclol4.2.0locta-1.3.5-triene 104 C8HS8 000694-87-1 55
4 Stvrene 104 C8HS8 000100-42-5 55
5 1,3,5,7-Cyclooctatetraene 104 C8HS8 000629-20-9 55

Abundance Scan 579 (8.705 min): BF084467.D (-578) (-) m/z 104.10 100.00%
104.1 13p.1
5000 78.0
51.0
146.1
381 0 ‘ 91.1 8.40 8.60 8.80 9.00
ol | el S0 ], L 1OLY L 75135 05 97.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14056: 1H-Inden-1-one, 2,3-dihydro-
104.0
132.0
5000 8.0
51.0 8.40 8.60 8.80 9.00
m/z 131.10 60.90%
27.0
0”&ﬂ9P“W””P”W“'Fﬁ9'“W””'”"”'”W””'”W””P”W””I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
131.0
104.0
8.40 8.60 8.80 9.00
5000 m/z 103.05 54 _45Y%
51.0 78.0
o 38.0 65.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4765: Bicyclo[4.2.0]octa-1,3,5-triene
104.0 8.40 8.60 8.80 9.00
m/z 78.05 41 ._.85%
5000 78.0
51.0
27.0
0”&ﬂ9P“W””P”W“”§”9””'”'””"'“”P”W”“P”W””P”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011316\
Data File : BF084467.D

Aca On : 14 Jan 2016 4:06

Operator : SJ/UM

Sample : H1113-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 10

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

9.31 2.53 ng 344455 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 025419-33-4 83
2 1H-Inden-1-one. 2.3-dihvdro-3.3-... 160 C11H120 026465-81-6 83
3 1H-Indene. 2.3-dihvdro-1.1.5-tri... 160 C12H16 040650-41-7 81
4 Ethanone. 1-T4-(1-methvlethenvl)... 160 C11H120 005359-04-6 74
5 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 74

Abundance Scan 632 (9.310 min): BF084467.D (-628) (-) m/z 145.10 100.00%
145.1

5000

9.00 9.20 9.40 9.60

51.0 65.0

174.1
0 m/z 160.10 63.50%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29463: Naphthalene, 1,2,3,4-tetrahydro-1,8-dimethyl-
145.0
5000
9.00 9.20 9.40 9.60
160.0 m/z 115.05  45.93%
39.0 @30 77.0 910 ‘115‘3‘-0 13“30 |
O et el e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
145.0
e REEas e
160.0 9.00 9.20 9.40 9.60
5000 : m/z 117.10 33.08%
910 1170
390 630 779 131.0
o) TS ¥ T PSP S R | R | S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29423: 1H-Indene, 2,3-dihydro-1,1,5-trimethyl- R R S
145.0 9.00 9.20 9.40 9.60
m/z 91.05 24 _90%
5000
160.0
180 390 30 77.0 9101050 12?"0 L
oL P A R A P L PR | NESSLPR0 S A e
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60

8270-BF123115.M Fri Jan 15 17:50:47 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011316\
Data File : BF084467.D

Aca On : 14 Jan 2016 4:06

Operator : SJ/UM

Sample : H1113-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 7-Methylindan-1-one Concentration Rank 14

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

9.46 2.17 ng 295297 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Methvlindan-1-one 146 C10H100 039627-61-7 78
2 Benzene. (l-ethvl-2-propenvl)- 146 C11H14 019947-22-9 64
3 Benzene. l-pentenvl- 146 C11H14 000826-18-6 64
4 Benzene. 2-propenvl- 118 C9H10 000300-57-2 56
5 1H-Indene, l-ethyl-2,3-dihydro- 146 C11H14 004830-99-3 55

Abundance Scan 645 (9.459 min): BF084467.D (-640) (-) m/z 117.05 100.00%
1111 146.1
5000
1611 Toho 40 980 ko
0 y m/z 146.10 81.66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20632: 7-Methylindan-1-one
117.0 146.0
5000
91.0 9.20 9.40 9.60 9.80
39.0 m/z 115.10 42 .98%
e
0.|....i‘..“l.“lm‘.k‘ﬁ“lu.l.l‘l..l‘luu‘..luu..|....|..
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
117.0
920 9.40 9.60 9.80
5000 m/z 118.10 42 .44%
39.0 90
o260 " 520 650 780 104.0 1310 1460
miz-> 20 40 60 80 100 120 140 160 180
Abundance #20697: Benzene, 1-pentenyl- TR T T e T
117.0 9.20 9.40 9.60 9.80
m/z 145.10 39.50%
5000
9L010%.0 146.0
39.0 :
0 26?‘0 ‘\ 5\%'0 65\0 7?.0 \“ uli il 1§1'0 A
m/z--> 2'0 4'0 6|O 8IO 1(')0 12'0 14'10 1('30 15';0 9.'20 9.'40 9.%0 9.&'30

8270-BF123115.M Fri

Jan 15 17:50:48 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011316\
Data File : BF084467.D

Aca On : 14 Jan 2016 4:06

Operator : SJ/UM

Sample : H1113-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Naphthalene, 1-(2-propenyl)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.49 3.68 ng 501019 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1-(2-propenvl)- 168 C13H12 002489-86-3 90
2 l1l-Isopropenvinaphthalene 168 C13H12 001855-47-6 68
3 Nordiphenamid 225 C15H15N0 000954-21-2 64
4 1.1"-Biphenvl. 3-methvl- 168 C13H12 000643-93-6 60
5 1,1"-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 53
Abundance Scan 735 (10.488 min): BF084467.D (- 733) ) m/z 168.10 100.00%
168.
5000
82.0 1151 139.1 10.20 10.40 10.60 10.80
63.0
0 pred m/z 167.10 63.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #34881: Naphthalene, 1-(2-propenyl)-
158.0
5000 115.0
10.20 10.40 10.60 10.80
63.0 830 m/z 153.10 59.67%
39.0 :
0 .1.4.0|.‘l ; "I : .H. .‘l“.‘.‘.HlHH.‘H .‘l“.. i ” : H ‘. I .tp.‘? R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
153.0
10.20 10.40 10.60 10.80
5000 m/z 165.10 44 _66%
83.0
I s NV L S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73052: Nordiphenamid
168.0 10.20 10.40 10.60 10.80
m/z 152.10 31.63%
5000 58.0
39‘.0 ‘\ I 9\]\- © 11\5 0 13\9 0 \‘ 225.0
0|||||||||||||||‘|||||||||=|||||||||||||||||||| —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.20 10.40 10.60 10.80

8270-BF123115.M Fri Jan 15 17:50:49 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011316\
Data File : BF084467.D

Aca On : 14 Jan 2016 4:06

Operator : SJ/UM

Sample : H1113-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 1(2H)-Acenaphthylenone Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.78 3.82 ng 481170 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(2H)-Acenaphthvlenone 168 C12H80 002235-15-6 94
2 Cvclobutaldelnaphthalene 140 C11H8 024973-91-9 49
3 2-Cvclohexen-3-ol-1-one. 2-propi... 168 C9H1203 062847-90-9 47
4 Benzaldehvde. 2-fluoro-3-hvdroxy- 140 C7H5F02 103438-86-4 38
5 2-Dibenzofuransulfonic acid 248 C12H804S 083863-63-2 38

Abundance Scan 761 (10.785 min): BF084467.D (-759) (-) m/z 140.10 100.00%
14p.1 168.1
5000 A_
> 8901131 197.1220.1 2810  327.8 10,40 10,60 10.80 1100
0 el R RS S e e e e e e m/z 139.10 89.76%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #34859: 1(2H)-Acenaphthylenone
140.0 168.0
5000
10.40 10.60 10.80 11.00
69.0 m/z 168.10 87 .55%
113.0
0 .‘?,2.9‘..”‘. hh HM ‘|...“.|....".... ; ‘” R RARE a e RRRAR RERE
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
140.0
10,40 10.60 10.80 11.00
5000 m/z 169.10 37.40%
63.0 gg0113.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #35260: 2-Cyclohexen-3-ol-1-one, 2-propioy!- e A O A s
139.0 168.0 10. 40 10. 60 10. 80 11. 00
m/z 141.10 20.91%
69.0
5000
112.0
0 |||||||||||||||l|||||||||||||||||| R R RRARRARRERRRREY R e  RA R R e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1040 1060 1080 11.00

8270-BF123115.M Fri Jan 15 17:50:50 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011316\
Data File : BF084467.D

Aca On : 14 Jan 2016 4:06

Operator : SJ/UM

Sample : H1113-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 2,3-Dihydro-1-oxo-1H-phenalene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.47 2.78 ng 350986 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3-Dihvdro-1-oxo-1H-phenalene 182 C13H100 000518-85-4 94
2 Anthracene. 1.2.3.4-tetrahvdro- 182 C14H14 002141-42-6 52
3 1.2.4-Cvclopentanetrione. 3-meth... 182 C9H1004 057174-14-8 50
4 T1.17-Biphenvl1-4-carboxaldehvde 182 C13H100 003218-36-8 46
5 BH-Cyclopenta[2,1-b:3,4-b"]dipyr... 182 C11H6N20 050890-67-0 38

Abundance Scan 821 (11.471 min): BF084467.D (- 819) ) m/z 153.10 100.00%
1 p.1
5000
11.20 11.40 11.60 11.80
o 2031 2842 757182.05  98.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #44119: 2,3-Dihydro-1-oxo-1H-phenalene
182.0
5000
153.0 11.20 11.40 11.60 11.80
6.0 m/z 154.10 46.93%
ol 280 510 | 1010 1260 JL |
m/z--> 25 45 éo 85 160 150 150 1éo 1éo 260 250 '
Abundance
182.0
1540 11.20 11.40 11.60 11.80
5000 ' m/z 152.10 44 .67%
76.0
115.0
0L150 39.0 589
m/z--> 25 45 éo 85 100 150 150 1é0 1éo 260 zéo '
Abundance #44607: 1,2,4-Cyclopentanetrione, 3-methyl-5-(1-oxopropyl)- L e
182.0 11.20 11.40 11.60 11.80
83.0 m/z 181.10 21.66%
153.0
5000 57.0
39.0 ‘ ‘ 111.0
0...,....‘,“”.‘.” ‘\“ u\\ .‘.“ h\‘” .“:!':.3? ...‘.,‘:... SN L M AN WY T
m/z--> m1m1m1m1m1m2m2m nmnmnmnm

8270-BF123115.M Fri
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011316\
Data File : BF084467.D

Aca On : 14 Jan 2016 4:06

Operator : SJ/UM

Sample : H1113-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 Dibenzylidene 4,4"-biphenyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.97 6.45 ng 506760 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzvlidene 4.4"-biphenvlenedi... 360 C26H20N2 006311-48-4 93
2 Benzaldehvde. 4-hvdroxv-3.5-dime... 360 C18H20N206 014414-32-5 47
3 1.10-Phenanthroline. 2.9-dimethyv... 360 C26H20N2 004733-39-5 47
4 Ethene. 1-(anthracen-9-vI)-2-(4-... 360 C27H200 1000163-55-1 43
5 N,N"-di-2-Naphthyl-p-phenylenedi... 360 C26H20N2 000093-46-9 43
Abundance Scan 1215 (15.974 min): BF084467.D (-1207) (-) m/z 360.15 100.00%
360.1
5000 152.1 f ?
wo 70 1o10 18F-1 2 1254 ooy 15.60 15.80 16.00 16.20
o i 20 2R 28t L Tn/z 152.10  43.60%
m/z--> 50 100 150 200 250 300 350
Abundance #145066: Dibenzylidene 4,4'-biphenylenediamine
360.0
5000 152.0 15.60 15.80 16.00 16.20
77.0 ]Bfo m/z 179.05 26.03%
|

47.0 :
N .S D (< N
m/z--> 50 100 150 200 250 300 350
Abundance
360.0

15.60 15.80 16.00 16.20

5000 m/z 359.20 25.79%
207.0
332.0
o 39.0 67.0 950123.0 164.0 257.0285.0
m/z--> 5IO l('l)O léO 2CI)O ZéO 3CI)0 35IO
Abundance #145068: 1,10-Phenanthroline, 2,9-dimethyl-4,7-diphenyl- B e
360.0 15. 60 15. 80 16 00 16 20

m/z 361.15 25.36%

5000
o 51.0 780 1350 15101890 2140 257.0284.0 3170

m/z--> 50 100 150 200 250 300 350 15. 60 15. 80 16 00 16 20

8270-BF123115.M Fri Jan 15 17:50:51 2016
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011316\
Data File : BF084467.D

Acq On : 14 Jan 2016 4:06

Operator : SJ/UM

Sample : H1113-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.00 10.5 ng 872808 1 6.83 1655680 20.0
unknown6 .60 6.60 66.4 ng 5498810 1 6.83 1655680 20.0
Indane 7.01 2.4 ng 195633 1 6.83 1655680 20.0
Benzo[b]thiophene. .. 8.59 3.9 ng 462546 2 8.12 2370590 20.0
Benzene, pentamet. .. 8.68 2.5 ng 293355 2 8.12 2370590 20.0
1H-Inden-1-one, 2... 8.70 2.2 ng 264762 2 8.12 2370590 20.0
Naphthalene, 1,2,... 9.31 2.5 ng 344455 3 9.87 2722990 20.0
7-Methylindan-1-one 9.46 2.2 ng 295297 3 9.87 2722990 20.0
Naphthalene, 1-(2... 10.49 3.7 ng 501019 3 9.87 2722990 20.0
1(2H)-Acenaphthyl ... 10.78 3.8 ng 481170 4 11.36 2521950 20.0
2,3-Dihydro-1-oxo... 11.47 2.8 ng 350986 4 11.36 2521950 20.0
Dibenzylidene 4,4_.. 15.97 6.5 ng 506760 6 15.40 1570900 20.0
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