LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF122315\
Data File : BF084064.D

Aca On : 24 Dec 2015 5:41

Operator : UM/SJ

Sample : 6G4925-02

Misc :

ALS Vial : 47 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-BF122215.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 4.990 252 254 258 rBV 42463 55152 1.53% 0.145%
2 5.436 292 293 300 rBV 334178 411194 11.44% 1.082%
3 6.042 342 346 348 rBV 25639 42707 1.19% 0.112%
4 6.419 377 379 380 rBV 40690 38449 1.07% 0.101%
5 6.487 383 385 390 rVB 167324 289624 8.06% 0.762%
6 6.602 393 395 397 rBV 602636 840172 23.37% 2.210%
7 6.659 398 400 402 rBV2 37651 51641 1.44% 0.136%
8 6.716 402 405 406 rvB2 25739 47349 1.32% 0.125%
9 6.773 408 410 412 rvVvB2 72981 66904 1.86% 0.176%
10 6.819 412 414 418 rVB 341220 318986 8.87% 0.839%
11 6.887 418 420 424 rVB 50869 70786 1.97% 0.186%

12 6.979 425 428 429 rBvY 980846 1001375 27.85% 2.634%
13 7.002 429 430 433 rVB2 238852 216396 6.02% 0.569%
14 7.070 433 436 441 rVB 176793 218831 6.09% 0.576%
15 7.162 441 444 447 rVB3 180144 288412 8.02% 0.759%

16 7.219 447 449 451 rBV2 50027 70180 1.95% 0.185%
17 7.264 451 453 456 rBV3 69019 119832 3.33% 0.315%
18 7.367 456 462 463 rBV2 425597 960223 26.71% 2.526%
19 7.390 463 464 467 rVvB2 877077 763272 21.23% 2.008%
20 7.436 467 468 469 rVB 78708 53994 1.50% 0.142%

21 7.470 469 471 473 rBV3 154703 171457 4.77% 0.451%
22 7.505 473 474 479 rVB4 79825 187885 5.23% 0.494%
23 7.596 479 482 484 rBvV 446125 443535 12.34% 1.167%
24 7.653 484 487 488 rBV2 81312 122147 3.40% 0.321%
25 7.687 488 490 491 rBV 131353 125853 3.50% 0.331%

26 7.779 494 498 500 rBV3 221758 575905 16.02% 1.515%
27 7.847 502 504 506 rvVvB 728357 649427 18.06% 1.708%
28 7.882 506 507 509 rvB 209220 172249 4._.79% 0.453%
29 7.927 509 511 514 rBV3 148864 324656 9.03% 0.854%
30 7.973 514 515 518 rVB2 75879 114531 3.19% 0.301%

31 8.019 518 519 520 rBV 78103 84442 2.35% 0.222%
32 8.053 520 522 523 rVB2 98692 95954 2.67% 0.252%
33 8.110 523 527 530 rBv3 563170 1374193 38.22% 3.615%
34 8.213 533 536 539 rvB5 82237 204994 5.70% 0.539%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF122315\
Data File : BF084064.D

Aca On : 24 Dec 2015 5:41

Operator : UM/SJ

Sample : 6G4925-02

Misc :

ALS Vial : 47 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-BF122215.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 8.270 539 541 542 rBV2 59465 99010 2.75% 0.260%

36 8.305 542 544 545 rBV 337764 381151 10.60% 1.003%
37 8.350 545 548 549 rBv2 281980 289136 8.04% 0.761%
38 8.419 5562 554 555 rBv2 67715 60379 1.68% 0.159%
39 8.465 556 558 559 rvB2 144683 149952 4.17% 0.394%
40 8.487 559 560 563 rvB3 248920 318826 8.87% 0.839%

41 8.579 563 568 570 rBv4 422005 1161616 32.31% 3.056%
42 8.613 570 571 573 rBvV2 413653 391166 10.88% 1.029%
43 8.682 575 577 578 rVB2 74241 77646 2.16% 0.204%
44 8.716 578 580 581 rvB2 216403 264339 7.35% 0.695%
45 8.773 581 585 586 rBv2 630487 826476 22.99% 2.174%

46 8.807 586 588 591 rvB3 357974 394002 10.96% 1.037%
47 8.865 591 593 594 rBvV2 148206 245148 6.82% 0.645%
48 8.899 594 596 597 rBvV2 89210 125779 3.50% 0.331%
49 8.933 597 599 602 rBVv3 143539 328552 9.14% 0.864%
50 9.002 602 605 607 rBv3 254144 542673 15.09% 1.428%

51 9.150 613 618 619 rBv4 319519 810949 22.56% 2.133%
52 9.196 619 622 625 rVB 1092159 1806548 50.25% 4.752%
53 9.253 625 627 628 rBV 1123620 975713 27.14% 2.567%
54 9.276 628 629 631 rVvB2 84356 99264 2.76% 0.261%
55 9.310 631 632 635 rBv3 163257 254247 7.07% 0.669%

56 9.368 635 637 640 rBv3 290447 638854 17.77% 1.681%
57 9.653 658 662 667 rvB6 374060 984484 27.38% 2.590%
58 9.722 667 668 670 rVvB 516371 462907 12.88% 1.218%
59 9.802 674 675 677 rBv2 369168 519898 14.46% 1.368%
60 9.870 678 681 684 rvv4 475032 837225 23.29% 2.202%

61 9.928 684 686 688 rvv2 427441 400845 11.15% 1.055%
62 10.053 695 697 699 rvB2 295515 435323 12.11% 1.145%
63 10.110 700 702 703 rBV 178493 280164 7.79% 0.737%
64 10.213 708 711 712 rBV2 325065 588838 16.38% 1.549%
65 10.328 713 721 722 rBV3 1122181 3595236 100.00% 9.458%

66 10.351 722 723 727 rVB3 257583 473632 13.17% 1.246%
67 10.511 734 737 740 rBvV4 490726 1235656 34.37% 3.251%
68 10.568 740 742 745 rVvVv4 516056 1172792 32.62% 3.085%
69 10.671 749 751 755 rvv4 658359 1018312 28.32% 2.679%
70 10.751 755 758 759 rBV3 272076 481371 13.39%% 1.266%

71 10.785 759 761 765 rvB2 486082 852838 23.72% 2.244%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF122315\
Data File : BF084064.D

Aca On : 24 Dec 2015 5:41

Operator : UM/SJ

Sample : 6G4925-02

Misc :

ALS Vial : 47 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF122215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 11.025 780 782 786 rVB3 212807 330952 9.21% 0.871%
73 11.173 793 795 799 rVvB2 491861 908957 25.28% 2.391%
74 11.265 800 803 805 rBv4 274548 519594 14.45% 1.367%
75 11.402 813 815 819 rBv3 280360 750258 20.87% 1.974%

76 12.945 947 950 952 rVB 817965 859934 23.92% 2.262%
77 13.997 1040 1042 1045 rVB 246265 245803 6.84% 0.647%
78 15.425 1164 1167 1170 rVB 186636 243440 6.77% 0.640%

Sum of corrected areas: 38012592
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084064.D

Aca On : 24 Dec 2015 5:41

Operator : UM/SJ

Sample : 6G4925-02

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122215_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF084064.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084064.D

Aca On : 24 Dec 2015 5:41

Operator : UM/SJ

Sample : 6G4925-02

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122215_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 1 unknown6.60 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
6.60 52.68 ng 840172 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 395 (6.602 min): BF084064.D (-393) (-) m/z 132.00 100.00%
132.0
5000
68.0
96.1 R B A ma s
401 54.1 611 6.20 6.40 6.60 6.80 7.00
0 : AN man e m/z 134.00 33.19%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 | SIS LA L LI L BNLIL N L LA
6.20 6.40 6.60 6.80 7.00
0
310 510 m/z 68.05 29.92%
0 ‘ b1 H 1 . !
e T e e
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
AR e A Raaman
74.0 6.20 6.40 6.60 6.80 7.00
5000 ggo 1160 m/z 66.05 19.62%
158.0 189.0
ol L e
m/z--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal R e e e b
132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.10 14 .40%
5000 67.0
41.0 97.0
‘ ‘ 117.0
ok “ SLO“‘ “F ....M..“. N N
m/z--> 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084064.D

Aca On : 24 Dec 2015 5:41

Operator : UM/SJ

Sample : 6G4925-02

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122215_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 3 Deltacyclene Concentration Rank 15

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

7.00 13.57 ng 216396 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Deltacvclene 118 C9H10 007785-10-6 56
2 Benzene. 1.1°-(l1l.5-hexadiene-1.6... 234 C18H18 004439-45-6 45
3 m-Aminophenvlacetvlene 117 C8H7N 054060-30-9 43
4 trans-Cinnamvl bromide 196 C9H9Br 026146-77-0 40
5 Bicyclo[4.2.1]nona-2,4,7-triene, ... 274 C15H14Se 072065-50-0 38

Abundance Scan 430 (7.002 min): BF084064.D (-429) (-) m/z 117.10 100.00%
1171
5000
w1 a1 oL 650 680 700 720 740
. : AL B O m/z 118.10 54_.27%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8677: Deltacyclene
117.0
5000 IR L LA IR
910 6.60 6.80 7.00 7.20 7.40
39.0 ' m/z 115.10 28.79%
65.0 ‘ ‘
0,.”.iumﬂﬂﬂ.m.xn,k”l,”..“.....” B m e
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
117.0
6.60 6.80 7.00 7.20 7.40
5000 m/z 91.10 12.60%
91.0
o 39.0 650 143.0 165.0 189.0 2340
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8332: m-Aminophenylacetylene
117.0 6.60 6.80 7.00 7.20 7.40
m/z 116.10 7.32%
5000
89.0
oL 30 80 |
miz-> 20 40 6|O 80 100 120 140 160 180 200 220 240 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084064.D

Aca On : 24 Dec 2015 5:41

Operator : UM/SJ

Sample : 6G4925-02

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122215_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 Benzene, 1,2-diethyl- Concentration Rank 14

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

7.07 13.72 ng 218831 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 97
2 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 96
3 Benzene. 1l.4-diethvl- 134 C10H14 000105-05-5 95
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 87
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 86

Abundance Scan 436 (7.070 min): BF084064.D (-433) (- m/z 119.10 100.00%
106.1 119.1
5000 134.1
91.1
77.0
39.1 51.1 65.1 || | 6.80 7.00 7.20 7.40
o 1GNP P ' PRI/ W S m/z 105.10 99.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14329: Benzene, 1,2-diethyl-
105.0 119.0
5000 134.0

6.80 7.00 7.20 7.40

91.0
m/z 134.10 43.71%
77.0
27.0 39.0 51.0 65.0
0..,%.5.'(.),...‘.‘,....‘,‘....i‘.‘...,.‘.‘..,...‘l‘,....‘,a‘...,.‘ll.,..‘a‘al....,..‘..,....
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105.0 119.0
6.80 7.00 7.20 7.40
5000 134.0 m/z 91.10 32.16%
77.0 91.0

27.0 39.0 51.0 g50

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14327: Benzene, 1,4-diethyl-
105.0 119.0 6.80 7.00 7.20 7.40
m/z 77.00 19.54%
5000 910 134.0
51.0 o
39.0 . 65.0 ‘
27.0 :
0.w%ﬁgp.ﬂ\”.M”.ﬂbnanm”“adt“.ﬁh.wﬁﬂ..MLL.”“N”,””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084064.D

Aca On : 24 Dec 2015 5:41

Operator : UM/SJ

Sample : 6G4925-02

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122215_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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 10

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

8.58 16.91 ng 1161620 Naphthalene-d8 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 Cl1H14 006682-71-9 91
2 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 83
3 Benzene. 2-ethenvl-1.3.5-trimethvl- 146 C11H14 000769-25-5 83
4 1H-Indene. 2.3-dihvdro-5.6-dimet... 146 C11H14 001075-22-5 81
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 Cl11H14 004175-53-5 80

Abundance Scan 568 (8.579 min): BF084064.D (-563) (-) m/z 131.10 100.00%
13f.1
5000 146.1
411 55.1 69.1 1 i1 '
82.1 1631 8.20 8.40 8.60 8.80 9.00
o} : m/z 146.10 33.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #20746: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000
146.0 8.20 840 860 8.80 9.00
m/z 95.10 28.57%
39.0 63.0 77.0 91.0 115.0
0'W””EQS“JW”ﬂMW”hP”H””&”W””'M'“m'“W”LP”W””P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
131.0
820 840 860 8.80 9.00
5000 m/z 55.10 23.82%
910 146.0
. 26.0 63.0 77.0
AR R AR R ARARY RAREA RRARN RALRA RERLA AR LS LARAY LARLS UALAN UL RARAN LA RAR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #20738: Benzene, 2-ethenyl-1,3,5-trimethyl- e ma E e AR
131.0 8.20 8.40 8.60 8.80 9.00
146.0 m/z 69.10 23.33%
5000 91.0
115.0
39.0 770 ‘
63.0
0..|].'.5.9|...‘.|....‘|‘....ﬁ‘l‘...|.‘l‘..|‘...‘l‘|....‘|l... I\I‘”II”‘I\II”‘IMIIHIII‘I‘IIHHII”II”I R R e R s )
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084064.D

Aca On : 24 Dec 2015 5:41

Operator : UM/SJ

Sample : 6G4925-02

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122215_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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 19

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

8.77 12.03 ng 826476 Naphthalene-d8 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 96
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 93
3 Benzene. 1l-ethenvl-4-methvl- 118 C9H10 000622-97-9 80
4 1H-1.3.2-Benzodiazaborole. 2-eth... 146 C8H11BN2 074663-81-3 74
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 49

Abundance Scan 585 (8.773 min): BF084064.D (-581) (-) m/z 131.10 100.00%
131.1
118.1
146.1
5000
911 1051
391 1 77 601 8.40 8.60 8.80 9.00
0 e 2001 Tz 11810 75.07%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20765: Naphthalene, 1,2,3,4-tetrahydro-6-methy!-
118.0131.0
146.0
5000 39.0 91.0 105.0 8.40 8.60 8.80 9.00
15.0 63.0 77.0 m/z 146.10 63.01%
0..L|.HH.‘N.ﬂHHJHNW“H.Jl.”b..l“.wl.fjh..|....|
m/z--> 20 40 60 80 100 120 140 160
Abundance
118.0131.0
146.0
8.40 8.60 8.80 9.00
m/z 117.10 43 .83%
5000 o 105.0 z o
39.0 630 77.0 |
26/0
mz-> 20 40 60 80 100 120 140 160
Abundance #8700: Benzene, 1-ethenyl-4-methyl- B e e AR
118.0 8.40 8.60 8.80 9.00
m/z 115.05 32.25%
5000
91.0
39.0
63.0
ol— I - -“|‘- .“k .H‘l‘U. 7?\?| Ly .1,%.0..,...., T e R
m/z--> 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:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084064.D

Aca On : 24 Dec 2015 5:41

Operator : UM/SJ

Sample : 6G4925-02

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122215_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 1-Methylbicyclo[3.2.1]octane Concentration Rank 16

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

9.00 12.96 ng 542673 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvilbicvclol3.2.1Toctane 124 COH16 119972-41-7 64
2 trans-3a-Methvlperhvdroazulen-4(... 166 C11H180 085318-94-1 55
3 trans.trans-1.6-Dimethvilspirol4.... 166 C12H22 1000111-72-1 49
4 Decalin. svn-1-methvl-. cis- 152 C11H20 1000158-89-1 49
5 Bicyclo[3.1.0]hexan-3-one, 4-met... 152 C10H160 000471-15-8 46

Abundance Scan 605 (9.002 min): BF084064.D (-602) (-) m/z 81.10 100.00%
11 811 951 109.1
5000
8.60 8.80 9.00 9.20 9.40
0! m/z 67.10 96.99%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #10339: 1-Methylbicyclo[3.2.1]octane
670 o1 4
109.0
5000, 410 5.0 95.0 IREBE RS NS R
860 8.80 900 9.20 9.40
124.0 m/z 55.10 85.28%
0 ””PMWM”PHWL”H“WJ”'””L”PLW””P”W””P”W””P”W
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
67.0 81.0 950
41.0 8.60 8.80 9.00 9.20 9.40
5000 55.0 m/z 109.10 84 .94Y%
166.0
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #33346: trans,trans-1,6-Dimethylspiro[4.5]decane A RREEE RS E ST
810 95.0 8.60 8.80 9.00 9.20 9.40
. m/z 95.10 84.92%
550 67.0 166.0
5000 109.0
. 1239 1370 1510
s 3 B B 7o B0 % 16 11 130 130 146 50 100 190 1 | | aho ak0 9h0 820 S
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084064.D

Aca On : 24 Dec 2015 5:41

Operator : UM/SJ

Sample : 6G4925-02

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122215_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 unknown9.25 Concentration Rank 7

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

9.25 23.31 ng 975713 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Difluoroanisole 144 C7H6F20 000452-10-8 30
2 Ethanone. 1-(2-ethvnvilphenvl)- 144 C10H80 104190-22-9 27
3 2-Methvlbenzvl p-toluate 240 C16H1602 067157-61-3 22
4 Malononitrile. furfurvlidene- 144 C8H4N20 003237-22-7 14
5 (1-Methylbuta-1,3-dienyl)benzene 144 C11H12 054758-36-0 14

Abundance Scan 627 (9.253 min): BF084064.D (-625) (-) m/z 104.10 100.00%

%

5000
7.1 1681 1931 9.00 9.20 9.40 9.60
o] T m/z 129.10 79.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #19942: 2,4-Difluoroanisole
129.0
5000

9.00 9.20 9.40 9.60
m/z 144_.10 79.37%

so %%
o) NSNS I P s S U S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
129.0
101.0 9.00 9.20 9.40 9.60
5000 m/z 119.10 39.32%
430 750
o) NRSNRRS M| RPN VRS NS RS M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82491: 2-Methylbenzy! p-toluate e S aaE maE s et S
104.0 9.00 9.20 9.40 9.60
m/z 105.10 37.60%
5000
. 30 770 | 136.0 195.0  222.0240.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.00 9. 20 9. 40 9.60

8270-BF122215.M Thu Dec 24 17:06:29 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084064.D

Aca On : 24 Dec 2015 5:41

Operator : UM/SJ

Sample : 6G4925-02

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122215_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 10 unknown9.37 Concentration Rank 11

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

9.37 15.26 ng 638854 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.2-Benzoxazaborole. 2-ethvl-2... 147 C8H10BNO 129363-62-8 38
2 2-Indolizinemethanol 147 C9HONO 022320-21-4 38
3 Benzimidazole. 2-amino-1-methvl- 147 C8HO9N3 001622-57-7 38
4 2.6-Dimethviphenvl isocvanate 147 C9HONO 028556-81-2 38
5 Indane, 2-methoxy-1-(2-methylallyl) 202 C14H180 1000196-88-9 35

Abundance Scan 637 (9.368 min): BF084064.D (-635) (-) m/z 147.10 100.00%
147.1
5000 91.1 1171
391 s51 0t 131.1 164.1
: . ‘ "~ 180.2 9.00 9.20 9.40 9.60 9.80
o} m/z 146.10 44 .85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21504: 1,3,2-Benzoxazaborole, 2-ethyl-2,3-dihydro-
119.0 147.0
5000
9.00 9.20 9.40 9.60 9.80
m/z 91.10 39.21%
26.0 40.0  63.0 77.0 91.01050 \‘ 13%.0

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

Abundance
147.0
R B REEE
130.0 9.00 9.20 9.40 9.60 9.80
5000 m/z 117.10 38.31%
47.0 63.0 890 116.0
o) BN AN S S ‘Y M | S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21539: Benzimidazole, 2-amino-1-methyl- R R AREmaa L
147.0 9.00 9.20 9.40 9.60 9.80
m/z 118.10 29.85%
5000
119.0
s10 770 0105.0
! I TP T Nl ,wl“‘. ey
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60 9.80

8270-BF122215.M Thu Dec 24 17:06:31 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084064.D

Aca On : 24 Dec 2015 5:41

Operator : UM/SJ

Sample : 6G4925-02

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122215_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 11 unknown9.65 Concentration Rank 6

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

9.65 23.52 ng 984484 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol. 5-methvl-2-(1-meth... 232 C16H240 134256-18-1 38
2 2-(5-Chloro-3-trifluoromethvl-pv... 469 C18H14CIF6N303 1000295-03-0 27
3 p-Toluvlic acid. 2.2-dimethvlpro... 206 C13H1802 069912-01-2 27
4 I1.2.41Triazololl.5-alpvridine 119 C6H5N3 000274-85-1 27
5 Benzene, 1,1"-(1,1,2,2-tetrameth... 238 C18H22 001889-67-4 27

Abundance Scan 662 (9.653 min): BF084064.D (-658) (-) m/z 119.10 100.00%
1
5000
940 9.60 9.80 10.00
0 m/z 164.10 41.51%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #77570: Cyclohexanol, 5-methyl-2-(1-methyl-1-phenylethyl)-
119.0
5000
9.40 9.60 9.80 10.00
410 m/z 91.10 29.19%
0 “. \ 7%4\ “ ! 157.0 214'0
m/z--> 55 160 1%0 260 2éo 360 3%0 460 4%0
Abundance
119.0
940 9.60 9.80 10.00
5000 m/z 118.10 27 .61%
0 65.0 180.0 222.0 275.0 372.0410.0 469.0
m/z--> 55 160 1%0 260 250 360 3%0 460 4%0
Abundance #60089: p-Toluylic acid, 2,2-dimethylpropy! ester R REEEA RS R
119.0 9.40 9.60 9.80 10.00
m/z 132.10 24 .29%
5000
41.0
ol 19 156.0 206.0
m/z--> 55 160 1%0 260 2éo 360 3%0 460 4%0 gho 9%0 géo 1obo

8270-BF122215.M Thu Dec 24 17:06:32 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084064.D

Aca On : 24 Dec 2015 5:41

Operator : UM/SJ

Sample : 6G4925-02

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122215_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 unknown9.80 Concentration Rank 18

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

9.80 12.42 ng 519898 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenemethanol. 2-amino-5-methyl- 137 C8H11NO 034897-84-2 25
2 Benzene. l-ethenvl-4-methvl- 118 C9H10 000622-97-9 20
3 Benzene. l-ethenvl-3-methvl- 118 C9H10 000100-80-1 18
4 1-Naphthalenamine 143 C10HON 000134-32-7 15
5 1H-Pyrrole, 1-phenyl- 143 C10H9ON 000635-90-5 15

Abundance Scan 675 (9.802 min): BF084064.D 6M)U m/z 143.10 100.00%
11
5000
9.40 9.60 9.80 10.00 10.20
(o} m/z 118.10 92 .54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16179: Benzenemethanol, 2-amino-5-methy!-
118.0
137.0
5000 91.0 RS LR BN B
940 9.60 9.80 1000 1020
m/z 119.10 73.08%
39.0 65.0
180 "] L H |
0...‘l.‘l“..|‘..“l“.‘|‘.‘£..”i..“.‘.ll‘l..l....‘l....l....l....l.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
118.0
9.40 9.60 9.80 10.00 10.20
5000 m/z 158.10 70.75%
91.0
390 g
o R L S UL B WL BRI L WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8702: Benzene, 1-ethenyl-3-methyl- P TR T
118.0 9.40 9.60 9.80 10.00 10.20
m/z 117.10 55.83%
5000
91.0
390 650 ‘ ‘
ol 230 . b el b L A
m/z--> 20 40 60 80 100 120 140 160 180 200 940 9.60 980 1000 1020

8270-BF122215.M Thu Dec 24 17:06:33 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084064.D

Aca On : 24 Dec 2015 5:41

Operator : UM/SJ

Sample : 6G4925-02

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122215_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 13 Adamantane-1-carboxylic acid Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
10.21 14.07 ng 588838 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adamantane-1-carboxvlic acid 180 C11H1602 000828-51-3 90
2 1-Ethvl-1(l-cvclobutvlidenethvl)... 164 C12H20 1000215-13-7 87
3 Tricvclol3.3.1.1(3.7)-1decane. 1... 214 C10H15Br 000768-90-1 86
4 4-Amino-2.6-dimethvl-3-pvridvl 1... 300 C18H24N202 1000260-99-2 86
5 1-Adamantyl bromomethyl ketone 256 C12H17BrO 005122-82-7 86

Abundance Scan 711 (10.213 min): BF084064.D (-708) (-) m/z 135.10 100.00%
135.1
5000
79.1 1071 T
41.1 161.1 9.80 10.00 10.20 10.40 10.60
Aol ..||i'..':|'. bR 18O 2041 1 o779 10 21, 38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42447: Adamantane-1-carboxylic acid
135.0
5000 R UL SRR BN B
9.80 10.00 10.20 10.40 10.60
410 79.0 m/z 93.10 19.27%
0 "'l'u"h"'??P'k'JL"J'T???'l""l"" |"}???"'|"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
135.0
9.80 10.00 10.20 10.40 10.60
5000 m/z 136.10 12.89%
550 09 1070 164.0
O T T T e e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65239: Tricyclo[3.3.1.1(3,7)-]decane, 1-bromo- T
135.0 9.80 10.00 10.20 10.40 10.60
m/z 107.10 11.66%
5000
79.0
0 107.0
0 15.0 ! H 5?0 Ll ‘\“\ \‘ 159.0
m/z--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40 10.60

8270-BF122215.M Thu Dec 24 17:06:35 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084064.D

Aca On : 24 Dec 2015 5:41

Operator : UM/SJ

Sample : 6G4925-02

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122215_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 unknownl10.35 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.35 11.31 ng 473632 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3-Dimethviphenvlisothiocvanate 163 CO9HONS 001539-20-4 30
2 4-1sopropviphenvlacetic acid 178 C11H1402 004476-28-2 25
3 Benzene. 1-(1l-hvdroxvethvl)-4-is... 178 C12H180 040150-92-3 22
4 2-Aminocinnamic acid 163 C9HINO2 1000128-93-5 18
5 1H-Indene, 2,3-dihydro-5-nitro- 163 C9HINO2 007436-07-9 18
Abundance Scan 723 (10.351 min): BF084064.D (-722) (-) m/z 130.10 100.00%
5000
1921 RUNNUMUNNESR BRSOV
10.00 10.20 10.40 10.60
0! m/z 163.10 81.25%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #31501: 2,3-Dimethylphenylisothiocyanate
130.0 163.0
5000 USRS S SRR AR B
77.0 10,00 10.20 10.40 1060
) 51.0 103.0 m/z 91.10 61.00%
7.0
ol 4.0 “..Huul‘.‘..l‘l‘.l‘.‘. 'l"l‘l""l""l""
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
117.0 163.0
10,00 10.20 1040 10.60
5000 910 m/z 133.10 59.74Y%
45.0
o 21.0 850 134.0 180.0
m/z--> 6 ﬁo Jo éo éo 160 150 140 160 180 260
Abundance #41250: Benzene, 1-(1- hydroxyethyl) -4-isobutyl- R e EmamEE
17.0 163.0 10.00 10.20 10.40 10.60
m/z 117.10 58.01%
43.0
5000
91.0
‘ ‘ 135.0
YT R O N B B o VA=
m/z--> 0 20 40 60 80 100 120 140 160 180 200 10. oo 10 20 10 40 10. 60

8270-BF122215.M Thu Dec 24 17:06:36 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084064.D

Aca On : 24 Dec 2015 5:41

Operator : UM/SJ

Sample : 6G4925-02

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122215_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 15 4-Pentenoic acid, 5-phenyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.51 29.52 ng 1235660 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Pentenoic acid. 5-phenvl- 176 C11H1202 028525-69-1 50
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 49
3 Benzene. l1l-ethenvl-3-methvl- 118 C9H10 000100-80-1 46
4 Benzene. l-ethenvl-4-methvl- 118 C9H10 000622-97-9 46
5 Bicyclo[4.2.0]octa-1,3,5-triene, ... 118 C9H10 022250-74-4 46
Abundance Scan 737 (10.511 min): BF084064.D (-734) (-) m/z 118.10 100.00%
1
5000
51.1 AU SRR BN
10.20 10.40 10.60 10.80
ol 20812222 | T11777117.10  99.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39735: 4-Pentenoic acid, 5-phenyl-
117.0
5000 91.0 176.0 1670 1040 1060 1080
27.0 45.0 m/z 131.10 98.23%
0...,.L..hj.ﬂ.f%?..,..w.,w.. ,.%%ﬁo..%ﬁ&Q... N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
131.0
10.20 10.40 10.60 10.80
m/z 115.10 60.15%
5000 105.0 (
39.0 77.0
e R R UL I B S S R B WIS W
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8696: Benzene, 1-ethenyl-3-methyl- R ERmEa T R
118.0 10.20 10.40 10.60 10.80
m/z 91.10 57 .10%
5000
91.0
39.0 58.0 ‘ ‘
L T N S S | —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1020 10.40 10.60 10.80

8270-BF122215.M Thu Dec 24 17:06:38 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084064.D

Aca On : 24 Dec 2015 5:41

Operator : UM/SJ

Sample : 6G4925-02

Misc :

ALS Vial : 47 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122215.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 16 unknownl10.57 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.57 28.02 ng 1172790 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.3.4-Tetrahvdro-2-naphthoic acid 176 C11H1202 053440-12-3 42
2 1-Naphthalenol. 1.2.3.4-tetrahyd... 190 C12H1402 021503-12-8 38
3 Acenaphthvlene. 1.2.2a.3.4.5-hex... 158 C12H14 000480-72-8 30
4 Butanoic acid. 2-(aminocarbonvl)... 187 C9H17NO3 007499-15-2 25
5 Aziridine, 1-(1,2,3,4-tetrahydro... 173 C12H15N 023853-53-4 25

Abundance Scan 742 (10.568 min): BF084064.D (-740) (-) m/z 135.10 100.00%

13b.1

5000

?

10.20 10.40 10.60 10.80

Of m/z 130.10 85.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39762: 1,2,3,4-Tetrahydro-2-naphthoic acid
130.0
45.0
5000 910 LA L L L L L LB L L B
: 176.0 10.20 10.40 10.60 10.80
63.0 J ‘ m/z 105.10 55.91%
158.0
0 ”.,..”fnJhwm.ump.M.ﬂh¥P?.u.,..”‘..”‘...w....“.
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
130.0
R o RREAR
10.20 10.40 10.60 10.80
5000 m/z 149.10 50.81%
91.0
43.0 5.0 147.0 190.0
L0 L e e e e e e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28351: Acenaphthylene, 1,2,2a,3,4,5-hexahydro- e AR
130.0 10.20 10.40 10.60 10.80
m/z 91.10 50.05%
5000
390 J 158.0
- 63.0
o180 4 o oy 210 1130 g “‘ S —— N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. 20 10. 40 10 60 10.80

8270-BF122215.M Thu Dec 24 17:06:39 2015 Page: 18



Library Sear

ch Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084064.D

Aca On : 24 Dec 2015 5:41

Operator : UM/SJ

Sample : 6G4925-02

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122215_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 17 unknownl10.75 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
10.75 12.83 ng 481371  Phenanthrene-di0 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 1-Naphthalenecarboxvlic acid. 5.... 176 C11H1202 004242-18-6 41

2 Indanol2.1-d11.3-dioxane. 176 C11H1202 102688-70-0 30
3 1H-Indole. 2.3-dimethvl- 145 C10H11IN 000091-55-4 15
4 Indole. 1.7-dimethvl- 145 C10H11IN 005621-16-9 14
5 p-Amidinobenzamide 163 C8H9N30 054050-86-1 11
Abundance Scan 758 (10.751 min): BF084064.D (-755) (-) m/z 163.10 100.00%
131.1 163.1
5000
01 e e me e
o} : m/z 131.10 79.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39811: 1-Naphthalenecarboxylic acid, 5,6,7,8-tetrahydro-
131.0
158.0176.0
5000 AUV AARSR R
510 91.0 10,40 10.60 10.80 11.00
270 AL m/z 145.10 70.72%
oL ‘h M “\\\ \H‘I\HH ....l.].-l..}ﬁ).... ‘.‘.‘..‘M....‘ e
m/z--> 6 80 100 120 140 160 180 200 220
Abundance
115.0
10.40 10.60 10.80 11.00
5000 m/z 144.10 60.36%
146.0
39.0 63.0 89.0
176.0
L U L S IS WL WAL IS S I S SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20369: 1H-Indole, 2,3-dimethyl- T
144.0 10.40 10.60 10.80 11.00
m/z 115.10 53.41%
5000
77.0
A R Y b N | SO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. 40 10 60 10 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084064.D

Aca On : 24 Dec 2015 5:41

Operator : UM/SJ

Sample : 6G4925-02

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122215_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 18 2,2-Dimethyl-2-[2,4,6-trime... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.78 22.73 ng 852838 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2-Dimethvl-2-T2.4.6-trimethvlp... 206 C13H1802 1000128-93-8 53
2 1-1sopropvl-3-tert-butvlbenzene 176 C13H20 020033-12-9 47
3 (4-Methvlbenzo(b)thien-2-vDacet... 206 C11H1002S 001734-37-8 47
4 1H-I1soindole-1.3(2H)-dione. 2-me... 161 C9H7NO2 000550-44-7 47
5 Benzeneacetaldehyde, .alpha.-met... 190 C13H180 051407-46-6 43
Abundance Scan 761 (10.785 min): BF084064.D (-759) (-) m/z 161.10 100.00%
161.1
57.1 91|'1 117.1 206.1 LI L L L B B
10.40 10.60 10.80 11.00
) — .3.9~,'if.~.~'=|, g Ll '|'| i, | hes . 252 | Tnsz 91.10  24.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60117: 2,2-Dimethyl-2-[2,4,6-trimethylphenyl]acetic acid
161.0
206.0
5000 AR UM R RIS B
133.0 1040 10.60 10.80 11.00
m/z 117.10 20.36%
o 4050 770 1050 | A ) o |
m/z--> 20 45 eb 80 100 120 150 160 180 200 220
Abundance
161.0
10.40 10,60 10.80 11.00
5000 m/z 206.10 19.42%
91.0
43.0
0 65.0 190 1430 178.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59787: (4-Methylbenzo(b)thien-2-yl)acetic acid AN ma s
161.0 10.40 10.60 10.80 11.00
m/z 162.10 18.99%
206.0
5000
ol17.0 450 690 91.0 nﬁﬁmo“m 1$0
m/z--> 20 40 60 8 100 120 140 160 180 260 220 1040 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084064.D

Aca On : 24 Dec 2015 5:41

Operator : UM/SJ

Sample : 6G4925-02

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122215_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 19 unknownl11.17 Concentration Rank 5

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

11.17 24 .23 ng 908957 Phenanthrene-d10 11.37

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenoic acid. 3-(4-methvlphe... 190 C12H1402 020511-20-0 46
2 Cinnamic acid. .beta.-methvl-. e... 190 C12H1402 000945-93-7 46
3 2-Propenoic acid. 3-(3-methvlphe... 190 C12H1402 050556-03-1 46
4 5-Quinolinol 145 C9H7NO 000578-67-6 42
5 7-Quinolinol 145 C9H7NO 000580-20-1 30

Abundance Scan 795 (11.173 min): BF084064.D (-793) (-) m/z 145.10 100.00%
145.1
5000
10.80 11.00 11.20 11.40
0 m/z 148.10 60.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49165: 2-Propenoic acid, 3-(4-methylphenyl)-, ethyl ester
145.0
5000 1900 LA L L L L L L L L L L
115.0 10.80 11.00 11.20 11.40
65.0 m/z 131.10 51.61%
15.0 1l 39\0 | ‘M ‘\ ”1720
0...,”..“...“..w...w..” SRR AN e MRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
145.0
R AR L
190.0 10.80 11.00 11.20 11.40
5000 115.0 m/z 190.10  47.85%
91.0
290 51.0
69.0 172.0
L -
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49164: 2-Propenoic acid, 3-(3-methylphenyl)-, ethyl ester T
145.0 10.80 11.00 11.20 11.40
m/z 115.10 35.40%
115.0
5000 190.0
91.0
65.0
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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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084064.D

Aca On : 24 Dec 2015 5:41

Operator : UM/SJ

Sample : 6G4925-02

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122215_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 20 unknownll.26 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
11.26 13.85 ng 519504  Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 2-Isopropvibenzaldehvde 148 CIOH120 006502-22-3 45
2 7-Hvdroxv-1-indanone 148 C9H802 006968-35-0 30

3 2H-Benzimidazol-2-one. 1.3-dihvd... 148 C7H8N4 015108-18-6 30

4 Furan. 2.2"-methvlenebis- 148 C9H802 001197-40-6 27
5 trans-Cinnamic acid 148 C9H802 000140-10-3 27
Abundance Scan 803 (11.265 min): BFO84064 D (-800) (-) m/z 148.10 100.00%
5000
11.00 11.20 11.40 11.60
0 m/z 115.10 39.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #21673: 2-1sopropylbenzaldehyde
148.0
119.0
5000 LA L L L L L L L L LB
77.0 11.00 11.20 11.40 11.60
51.0 ‘ ‘ m/z 131.10 37.39%
m/z--> 20 60 80 100 120 140 160 180 200 220 240
Abundance
148.0
T T T
11.00 11.20 11.40 11.60
5000 m/z 145.10 36.18%
120.0
91.0
18.0 39.0 65.0
T T T T T T T T T T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22124: 2H-Benzimidazol-2-one, 1,3-dihydro-, hydrazone T
148.0 11.00 11.20 11.40 11.60
m/z 159.10 34.90%
5000 105.0
51.0 770 ‘ ‘
M1 A N 20 Y o M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11. 20 11. 40 11. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122315\
Data File : BF084064.D

Acq On : 24 Dec 2015 5:41

Operator : UM/SJ

Sample : G4925-02

Misc :

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122215_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]
unknown6 .60 6.60 52.7 ng 840172 1 6.82 318986 20.0
Deltacyclene 7.00 13.6 ng 216396 1 6.82 318986 20.0
Benzene, 1,2-diet... 7.07 13.7 ng 218831 1 6.82 318986 20.0
1H-Indene, 2,3-di... 8.58 16.9 ng 1161620 2 8.11 1374190 20.0
Naphthalene, 1,2,... 8.77 12.0 ng 826476 2 8.11 1374190 20.0
1-Methylbicyclo[3... 9.00 13.0 ng 542673 3 9.87 837225 20.0
unknown9.25 9.25 23.3 ng 975713 3 9.87 837225 20.0
unknown9 .37 9.37 15.3 ng 638854 3 9.87 837225 20.0
unknown9 .65 9.65 23.5 ng 984484 3 9.87 837225 20.0
unknown9 .80 9.80 12.4 ng 519898 3 9.87 837225 20.0
Adamantane-1-carb... 10.21 14.1 ng 588838 3 9.87 837225 20.0
unknown10.35 10.35 11.3 ng 473632 3 9.87 837225 20.0
4-Pentenoic acid,... 10.51 29.5 ng 1235660 3 9.87 837225 20.0
unknown10.57 10.57 28.0 ng 1172790 3 9.87 837225 20.0
unknown10.75 10.75 12.8 ng 481371 4 11.37 750258 20.0
2,2-Dimethyl-2-[2... 10.78 22.7 ng 852838 4 11.37 750258 20.0
unknownll.17 11.17 24.2 ng 908957 4 11.37 750258 20.0

4

unknownll.26 11.26 13.9 ng 519594 11.37 750258 20.0
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