LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087003.D

Aca On : 14 May 2016 7:02

Operator : UM/SJ

Sample : H2966-07

Misc :

ALS Vial : 27 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-BF050916.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 1.632 3 4 12 rVB 239465 394740 4.17% 0.224%
2 1.735 12 13 28 rVB 2133519 3823283 40.40% 2.170%
3 3.335 136 153 155 rBvV2 16903 108141 1.14% 0.061%
4 4_.353 229 242 249 rBV2 48496 231477 2.45% 0.131%
5 4.741 274 276 279 rBV 151138 223494 2.36% 0.127%
6 4.856 285 286 291 rBV 150128 279763 2.96% 0.159%
7 4.970 291 296 300 rVB2 48990 133445 1.41% 0.076%
8 5.073 300 305 307 rBV 94090 150463 1.59% 0.085%
9 5.199 314 316 324 rBVY 1829242 2086440 22.05% 1.184%
10 5.347 328 329 333 rBV2 159641 262847 2.78% 0.149%

11 5.416 333 335 338 rBv3 143320 348547 3.68% 0.198%
12 5.461 338 339 340 rBV 131328 119884 1.27% 0.068%
13 5.530 343 345 347 rVB 166292 226891 2.40% 0.129%
14 5.633 351 354 357 rBV 573069 543873 5.75% 0.309%
15 5.850 357 373 378 rVB 320810 1865248 19.71% 1.059%

16 5.930 378 380 385 rvB3 192702 353504 3.74% 0.201%
17 6.010 385 387 389 rBvV 166474 289907 3.06% 0.165%
18 6.067 389 392 393 rvB2 168029 262465 2.77% 0.149%
19 6.101 393 395 400 rvB3 266761 543793 5.75% 0.309%
20 6.216 403 405 406 rBv2 119800 151493 1.60% 0.086%

21 6.250 406 408 409 rBvV 475457 590078 6.24% 0.335%
22 6.307 409 413 417 rBvV 619748 1328235 14.04% 0.754%
23 6.387 417 420 423 rBV 3222061 3778432 39.93% 2.145%
24 6.502 427 430 432 rBV2 646248 958321 10.13% 0.544%
25 6.547 432 434 435 rBvV 181565 321416 3.40% 0.182%

26 6.570 435 436 437 rBvV 219215 241113 2.55% 0.137%
27 6.627 437 441 444 rBV4 932285 2315567 24.47% 1.314%
28 6.684 444 446 449 rVB2 722163 1431405 15.13% 0.812%
29 6.764 451 453 457 rBV 2862985 4297939 45.42% 2.439%
30 6.833 457 459 461 rVvB2 732572 911329 9.63% 0.517%

31 6.867 461 462 466 rBv4 105903 135611 1.43% 0.077%
32 6.959 467 470 473 rBvV 597072 791431 8.36% 0.449%
33 7.039 475 477 478 rBV2 191068 272760 2.88% 0.155%
34 7.096 478 482 484 rBV 1068217 2412227 25.49% 1.369%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087003.D

Aca On : 14 May 2016 7:02

Operator : UM/SJ

Sample : H2966-07

Misc :

ALS Vial : 27 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-BF050916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 7.142 484 486 488 rVB 1564511 1639794 17.33% 0.931%

36 7.187 488 490 492 rBV2 2507779 3765141 39.79% 2.137%
37 7.233 492 494 495 rBV2 374450 630992 6.67% 0.358%
38 7.267 495 497 501 rVB4 1191889 2292333 24.22% 1.301%
39 7.347 501 504 505 rBv2 512488 722027 7.63% 0.410%
40 7.393 505 508 510 rBv4 643059 1426879 15.08% 0.810%

41 7.496 514 517 520 rBv4 819170 2607789 27.56% 1.480%
42 7.587 522 525 528 rVB3 1629487 2835264 29.96% 1.609%
43 7.656 528 531 535 rVvB5 1314480 3375678 35.67% 1.916%
44 7.747 535 539 541 rBV3 3342037 6434611 68.00% 3.652%
45 7.804 541 544 547 rBV5 1386064 3535301 37.36% 2.007%

46 7.919 550 554 557 rBV3 3261847 6284999 66.42% 3.567%
47 8.044 561 565 570 rBV5 1802247 6893867 72.85% 3.913%
48 8.159 570 575 576 rBV3 1514509 2582344 27.29% 1.466%
49 8.262 579 584 585 rBV3 1412280 3652953 38.60% 2.073%
50 8.296 585 587 590 rvB3 759129 1106643 11.69% 0.628%

51 8.410 590 597 600 rvB5 1809650 7471192 78.95% 4.240%
52 8.467 600 602 603 rBv2 598471 1017488 10.75% 0.578%
53 8.513 604 606 608 rvB2 2015975 2508278 26.51% 1.424%
54 8.582 608 612 613 rBv3 1792392 3878381 40.98% 2.201%
55 8.627 614 616 618 rvB3 2523135 4012193 42.40% 2.277%

56 8.707 618 623 624 rBV3 5286824 9463161 100.00% 5.371%
57 8.730 624 625 627 rVB 2110953 2724953 28.80% 1.547%
58 8.776 627 629 630 rBv2 795740 1181515 12.49% 0.671%
59 8.867 634 637 640 rBV3 2471582 5482062 57.93% 3.112%
60 8.947 640 644 646 rBv4 2622132 6937910 73.31% 3.938%

61 8.993 646 648 650 rvv 3166480 4980761 52.63% 2.827%
62 9.027 650 651 652 rvv 2539571 1772877 18.73% 1.006%
63 9.062 652 654 655 rvv2 1510213 1146938 12.12% 0.651%
64 9.439 685 687 690 rBv4 1757793 4712538 49.80% 2.675%
65 9.702 708 710 711 rBV 772259 1164335 12.30% 0.661%

66 9.919 727 729 730 rBV2 1368719 1646072 17.39%% 0.934%
67 9.988 730 735 736 rVvv3 1213705 3751760 39.65% 2.129%
68 10.136 745 748 750 rBv4 1072704 3218824 34.01% 1.827%
69 10.262 756 759 762 rBv4 1370781 3223277 34.06% 1.829%
70 10.365 765 768 769 rBV2 1512696 2848339 30.10% 1.617%

71 10.468 775 777 778 rVB2 1455013 1868513 19.75% 1.061%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087003.D

Aca On : 14 May 2016 7:02

Operator : UM/SJ

Sample : H2966-07

Misc :

ALS Vial : 27 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-BF050916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 10.536 781 783 787 rBV3 1199305 2161856 22.84% 1.227%
73 10.605 787 789 791 rBV 858189 1442883 15.25% 0.819%
74 10.730 797 800 803 rBv4 814349 1930820 20.40% 1.096%
75 11.016 822 825 826 rBV 360915 700061 7.40% 0.397%

76 11.142 833 836 844 rVB 1454636 3475891 36.73% 1.973%
77 11.576 872 874 876 rBV 231380 475331 5.02% 0.270%
78 11.702 883 885 894 rVB3 694043 1615695 17.07% 0.917%
79 11.919 901 904 910 rVB 561953 1109872 11.73% 0.630%
80 12.468 949 0952 958 rVB 356189 449338 4._.75% 0.255%

81 12.719 971 974 976 rBV 3615232 4054642 42.85% 2.301%
82 13.611 1050 1052 1059 rVB 92273 151708 1.60% 0.086%

83 13.748 1062 1064 1067 rBV 778580 861525 9.10% 0.489%
84 15.108 1180 1183 1186 rBV 690810 773623 8.18% 0.439%

Sum of corrected areas: 176186789
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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\BF051316\
BFO87003.D
14 May 2016
UM/SJ
H2966-07

7:02

27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

6000000

4000000

7.
2000000

Abundance TIC: BF087003.D
8000000
6000000
4000000
1.74
2000000 5.20
OL'G 3.34 435  4.TA86 07| 53888
e IR e e B e e e e e e e B a S e s e s s R
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00
Abundance TIC: BF087003.D
8000000

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF087003.D

8000000

6000000

4000000

2000000
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

8270-BF050916.M Mon May 16 19:12:06 2016 Page: 4




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087003.D

Aca On : 14 May 2016 7:02

Operator : UM/SJ

Sample : H2966-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 Butanoic acid, 2,2-dimethyl- Concentration Rank 16

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

5.85 16.11 ng 1865250 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 2.2-dimethvl- 116 C6H1202 000595-37-9 78
2 1-Hvdroxv-3-methvl-2-butanone 102 C5H1002 036960-22-2 59
3 Hexane. 3.3.4-trimethvl- 128 C9H20 016747-31-2 47
4 1-Hexene. 4.5-dimethvl- 112 C8H16 016106-59-5 47
5 Ethanedioic acid, bis(3-methylbu... 230 C12H2204 002051-00-5 45

Abundance Scan 373 (5.850 min): BF087003.D (-357) (-) m/z 43.10 100.00%
3.1
71.1
5000
55.1 S A -
88.0 5.60 5.80 6.00 6.20
101.1
o..,....,....,....|i.':|..,.-.!'.',....-:.-'...,.-..!,....,-....1,1.2:1..,1.2]“3.'.1,... m/z 71.10 69.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7920: Butanoic acid, 2,2-dimethyl-
43.0 71.0
5000
5.60 5.80 6.00 6.20
29.0 55.0 88.0 m/z 41.10 33.23%
H “\ | ‘ 1yl 101.0 116.0
G R A AR AR RN LA RARAS RRARA AR SRS RS RARAN Rl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43.0
560 580 6.00 620
5000 7.0 m/z 55.10 23.83%
18.0 28.0
57.0 840 1020
e R RS AR AR RS AR RARAS ALARS RSN SRS LRSS RARAN RAR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12304: Hexane, 3,3,4—trimethy|— LA L L L L
430 57.0 710 5.60 5.80 6.00 6.20
m/z 39.05 19.32%
5000
29.0
99.0
0 \ LI, “M I, 830 | 1130 1280
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 560 580 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087003.D

Aca On : 14 May 2016 7:02

Operator : UM/SJ

Sample : H2966-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 unknown6.39 Concentration Rank 9

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

6.39 32.64 ng 3778430 1,4-Dichlorobenzene-d4 6.62

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 10
Abundance Scan 420 (6.387 min): BF087003.D (-417) (-) m/z 132.10 100.00%

130.1
5000 68.1
1 i ob0 650 o 660 6B
0 MMM m/z 68.10 49.99%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 RS A AR R

6.00 6.20 6.40 6.60 6.80
m/z 66.05 34 .82%

31.0 510
0 ‘ L1 H | 1
T L
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
AN
74.0 6.00 6.20 6.40 6.60 6.80
5000 9go 1160 m/z 134.10 32.35%
158.0 189.0
O o B e R~k
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14013: 1H-Benzimidazole, 2-methyl- e R L
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 20.88%
5000

15.0 3?0 I 63“\0 760 Ly 10\40 ‘

m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80

8270-BF050916.M Mon May 16 19:12:08 2016 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087003.D

Aca On : 14 May 2016 7:02

Operator : UM/SJ

Sample : H2966-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 unknown6.68 Concentration Rank 19

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

6.68 12.36 ng 1431410 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. diethvl- 116 C6H1202 000088-09-5 38
2 Thiirane. 2.3-dimethvl-. trans- 88 C4H8S 005955-98-6 37
3 Pentadecanoic acid. 2.6.10.14-te... 312 C20H4002 001001-80-5 32
4 Silane. trimethvl- 74 C3H10Si 000993-07-7 27
5 Propane, l-ethoxy- 88 C5H120 000628-32-0 22

Abundance Scan 446 (6.684 min): BF087003.D (-444) (-) m/z 43.10 100.00%
441 454
5000
97.1 6.40 6.60 6.80 7.00
0 134.0 m/z 73.10 82.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #7869: Acetic acid, diethyl-
43.0
88.0
5000
6.40 6.60 6.80 7.00
m/z 59.10 65.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
59.0
88.0
6.40 6.60 6.80 7.00
5000{27 0 m/z 41.10 54 _.01%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124121: Pentadecanoic acid, 2,6,10,14-tetramethyl-, methy... R B AL maa
43.0 6.40 6.60 6.80 7.00
88.0 m/z 88.10 50.21%
5000
o ‘ L] 1200 1570 1050 2220 2810 3120
L L L AAA A Ran B R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087003.D

Aca On : 14 May 2016 7:02

Operator : UM/SJ

Sample : H2966-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 5H-Inden-5-one, octahydro-,... Concentration Rank 14

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

7.75 20.48 ng 6434610 Naphthalene-d8 7.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Inden-5-one. octahvdro-. trans- 138 C9H140 004668-81-9 81
2 3.4-Heptadiene 96 C7H12 002454-31-1 68
3 2H-Inden-2-one. octahvdro-. cis- 138 C9H140 005689-04-3 64
4 Bicvclol2.2.11heptane. 1.7.7-tri... 138 C10H18 000464-15-3 64
5 Cyclohexane, 1l-methyl-4-(1-methy... 138 C10H18 001124-25-0 60

Abundance Scan 539 (7.747 min): BF087003.D (-535) (-) m/z 41.10 100.00%
81.1 95.1
5000 138.1
N o
109.1123.1 7.40 7.60 7.80 8.00
0 gl by 15321682 2001 0 sz 95.10  93.86%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #16937: 5H-Inden-5-one, octahydro-, trans-
41.0 81.0
67.0 138.0
5000 RN LN I L B
%.0 740 7.60 7.80 8.00
m/z 55.10 92.68%
‘ 109.0
1Y 1 T || P 1 L : L
O H"k'l"t JI""I""}??Q"I" L DAL UL A
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
41.0 67.0 81.0
740 7.60 7.80 800
5000 96.0 m/z 81.10 91.21%
L L L U L UL UL DL B
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #16922: 2H-Inden-2-one, octahydro-, cis- AR RAREE T a S
41.0 81.0 7.40 7.60 7.80 8.00
67.0 m/z 67.10 81.35%
- 138.0
5000 9%5.0
0...‘H‘..“l l‘,.“.“. .“;‘....,..“..1i2:?'9..‘,....,....,....,.... e N SR
m/z--> 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087003.D

Aca On : 14 May 2016 7:02

Operator : UM/SJ

Sample : H2966-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 unknown8.04 Concentration Rank 13

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

8.04 21.94 ng 6893870 Naphthalene-d8 7.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. methvlene- 96 C7H12 001192-37-6 46
2 1-Chloro-4-methvlcvclohexane 132 C7H13ClI 000931-68-0 43
3 Bicvclol4.1.01heptane 96 C7H12 000286-08-8 43
4 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 38
5 4-Methylcyclohexanol acetate 156 C9H1602 022597-23-5 38

Abundance Scan 565 (8.044 min): BF087003.D (-561) (-) m/z 41.10 100.00%
41.

5000

7.80 8.00 8.20 8.40
m/z 81.10 94 .85%

0 111.1 126.1 141.1154.2
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #2830: Cyclohexane, methylene-
81.0
67.0
5000 54.0 96.0 LB o e e e
39.0 7.80 8.00 8.20 8.40
m/z 97.10 78 .85%
0 26‘9 \“\ m‘\ A A Il
T e T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
81.0
R e e AR EE R
7.80 8.00 8.20 8.40
5000 m/z 55.10 77.34%
55.0
41.0 9.0
27.0 68.0
o 132.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #2815: Bicyclo[4.1.0]heptane R Al Baa TS B s
67.0 g1.0 7.80 8.00 8.20 8.40
54.0 m/z 67.10 72 .89%
5000
39.0 96.0
0..,....,.2.(?'.?....,....,....,....,....,....,....,....,....,....,....,....,....,....,. R mma s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087003.D

Aca On : 14 May 2016 7:02

Operator : UM/SJ

Sample : H2966-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 unknown8.41 Concentration Rank 12

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

8.41 23.77 ng 7471190 Naphthalene-d8 7.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 38
2 Benzoic acid. 3-methvl- 136 C8H802 000099-04-7 27
3 Propanedioic acid. phenvl- 180 C9H804 002613-89-0 25
4 l1sopuleaol 154 C10H180 059905-53-2 18
5 7-Octenal, 3,7-dimethyl- 154 C10H180 000141-26-4 18

Abundance Scan 597 (8.410 min): BF087003.D (-590) (-) m/z 91.10 100.00%
91.1
55.1
5000 411
69.1 136.1 LA
110.1
. L. | 15221681 8.00 8.20 8.40 8.60 8.800
] i Lt e m/z 55.10 60.24%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15707: Benzeneacetic acid
91.0
136.0
5000 IREBERREEE R R

800 8.20 8.40 8.60 8.80

390 65.0 m/z 41.10 50.28%
' | 118.0
0 [ Il \ !
...w...,.”.,...w....,”..,..”,....“...,”
m/z--> 20 40 80 100 120 140 160 180
Abundance
91.0
AR EERE S
136.0 8.00 8.20 8.40 8.60 8.80
5000 ' m/z 39.10 40.74%
119.0
39.0 65.0
16.0
o} B PR PV RN SRR SR | RRESMURM| SRS IS
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43210: Propanedioic acid, phenyl- A RREEE RS E ST
91.0 8.00 8.20 8.40 8.60 8.80
m/z 57.10 35.43%
5000
136.0
65.0
44.0
0 27.0 ) ‘\\ L 118.0 1520  177.0
...,....,...,....,....“...,....,.”.,....,.. AR EERE
m/z--> 20 40 80 100 120 140 160 180 8.00 8.20 8.40 8.60 8.80

8270-BF050916.M Mon May 16 19:12:11 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087003.D

Aca On : 14 May 2016 7:02

Operator : UM/SJ

Sample : H2966-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 unknown8.58 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
858 12.3ang 3878380  Naphthalene-d8 7.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 1H-Inden-1-one. 2.3-dihvdro-3.3-... 160 C11H120 026465-81-6 38
2 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 35

3 8-Hvdroxvauinoline 145 C9H7NO 000148-24-3 15
4 5-1sodquinolinol 145 C9H7NO 002439-04-5 15
5 3-Phenyl-1H-1,2,4-triazole 145 C8H7N3 003357-42-4 15
Abundance Scan 612 (8.582 min): BF087003.D (-608) (-) m/z 57.10 100.00%
A
5000
160.1
8.20 8.40 8.60 8.80 9.00
0 m/z 41.10 73.71%
m/z--> 20 40 60 80 100 120 140 160
Abundance #29357: 1H-Inden-1-one, 2,3-dihydro-3,3-dimethyl-
145.0
160.0
5000 LA L L L L L L L L L
8.20 8.40 8.60 8.80 9.00
39.0 91.0 117.0 m/z 145.10 71.91%
- 630 770 ‘ H 131.0
obr 280 el o SR | W [N
m/z--> 20 40 60 100 120 140 160
Abundance
145.0
8.20 8.40 8.60 8.80 9.00
5000 m/z 43.10 56.93%
115.0128.0 160.0
15.0 39.0 63.0 77.0 91.0
oY NS S AR NP 7SV R M S 1} | S
m/z--> 20 40 60 80 100 120 140 160
Abundance #20606: 8-Hydroxyquinoline R B
145.0 8.20 8.40 8.60 8.80 9.00
m/z 55.10 52.15%
5000 117.0
58.0 89.0
m/z--> 20 40 60 100 120 140 160 8. 20 8.40 8. 60 8.80 9.00

8270-BF050916.M Mon May 16 19:12:11 2016

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087003.D

Aca On : 14 May 2016 7:02

Operator : UM/SJ

Sample : H2966-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 1.alpha., 4a.beta., 8a.alph... Concentration Rank 17

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

8.63 12.77 ng 4012190 Naphthalene-d8 7.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.alpha.. 4a.beta.. 8a.alpha.-De... 154 C10H180 036159-47-4 96
2 1.2.3.4.4a.5.6.8a-0Octahvdro-naph... 136 C10H16 031244-58-3 93
3 l.alpha.. 4a.alpha.. 8a.beta.-De... 154 C10H180 002529-03-5 90
4 2.alpha.. 4a.alpha.. 8a.alpha.-D... 154 C10H180 001424-36-8 90
5 2-Naphthalenol, decahydro-, (2.a... 154 C10H180 002529-06-8 89

Abundance Scan 616 (8.627 min): BF087003.D (-614) (-) m/z 95.10 100.00%
od. 136.2

5000

541 ' ' SRR AR SRS RS R
8.20 8.40 8.60 8.80 9.00
m/z 136.15 90.65%

41.1

o 149.1162.1 176.2
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

Abundance #25711: 1.alpha., 4a.beta., 8a.alpha.-Decahydro-1-naphthaleno
136.0
94.0
5000
107.0 121.0 8.20 8.40 8.60 8.80 9.00
} m/z 67.10 65.61%
0 w H Al ,w N Y S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
95.0 136.0
s
79.0 8.20 8.40 8.60 8.80 9.00
5000 m/z 94.10 57.90%
41.0 121.0
108.0
27.0 55.0
m/z--> 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170 180
Abundance #25710: l.alpha., 4a.alpha., 8a.beta.-Decehydro-1-naphthaleno AN B B R an mEa SRR
136.0 8.20 8.40 8.60 8.80 9.00
670 m/z 121.10 54_.03%
41.0 ' 94.0
5000 81.0
107.0 121.0
RIS OO Y
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 8. 20 8.40 8. 60 8.80 9.00

8270-BF050916.M Mon May 16 19:12:12 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087003.D

Aca On : 14 May 2016 7:02

Operator : UM/SJ

Sample : H2966-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 2(1H)-Naphthalenone, octahy... Concentration Rank 10

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

8.71 30.11 ng 9463160 Naphthalene-d8 7.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)-Naphthalenone. octahvdro-.... 152 C10H160 016021-08-2 95
2 1-Decalone (cis-trans) 152 C10H160 004832-16-0 93
3 2-Decalone.cé&t 152 C10H160 004832-17-1 90
4 Bicvclol4.1.01heptan-3-one. 4.7.... 152 C10H160 004176-01-6 70
5 Spiro[3.5]nonan-1-one, 5-methyl-... 152 C10H160 065147-56-0 62

Abundance Scan 623 (8.707 min): BF087003.D (-618) (-) m/z 81.10 100.00%
811 1081
67.1 -
5000 it 152.2
ofin || 211374 , 840 860 880 9.00
0 L. m/z 108.10 81.33%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24089: 2(1H)-Naphthalenone, octahydro-, trans-
55.0 108.0
81.0 152.0
41.0
5000 95.0
8.40 8.60 8.80 9.00
‘ ‘ 134.0 m/z 67.10 76.32%
0 ---.----ﬁ“--“‘l‘.‘-”-‘”- Ll olll “ ‘*--‘-‘. A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
410 55.0 81.0
108.0 RN S S R
8.40 8.60 8.80 9.00
5000 27.0 95.0 152.0 m/z 55.10 68.22%
40 1230,
L L L L W WL B UL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23938: 2-Decalone,c&t R E AR mamEs B
55.0 81.0 108.0 152.0 8.40 8.60 8.80 9.00
m/z 95.10 57.10%
41.0
5000 9.0
‘ 123.0
0...,....l“..‘.l,.”.”‘..“l‘. e ‘..‘,‘l.l..?',O...‘.,....,. —
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00

8270-BF050916.M Mon May 16 19:12:13 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087003.D

Aca On : 14 May 2016 7:02

Operator : UM/SJ

Sample : H2966-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 unknown8.87 Concentration Rank 1

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

8.87 94.17 ng 5482060 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-3.5-Dimethvilcvclohexene 110 C8H14 056021-63-7 47
2 Cvclohexene. 3.5-dimethvl- 110 C8H14 000823-17-6 47
3 Cvclopentane. 1.2-dimethvl-3-met... 110 C8H14 091884-67-2 47
4 Furan. 2-ethvl-5-methvl- 110 C7H100 001703-52-2 43
5 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1000142-17-5 43

Abundance Scan 637 (8.867 min): BF087003.D (-634) (-) m/z 95.10 100.00%
94.1
co1 111.1
5000 411 '
8.60 8.80 9.00 9.20
0 9211792 2071 m/z 111.10 64.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5853: trans-3,5-Dimethylcyclohexene
95.0
67.0
5000 L R I AL L
39.0 8.60 8.80 9.00 9.20
m/z 69.10 54 .53%
150 H | o
OIIII‘HI |‘|‘|‘|||‘||‘|H|||‘|||||||||||||||||||||||||||
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
95.0
70 SR 8k Sbo 550
5000 m/z 41.10 47 .52%
39.0
15.0 111.0
G L S S SIS B I L L B WL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5891: Cyclopentane, 1,2-dimethyl-3-methylene-, cis- R B Al REEEE L
95.0 8.60 8.80 9.00 9.20
m/z 110.10 44 .03%
5000 410670
0"'?$p”|""w"'|'”|}%59w"'|"“|""|“"l"" RN U L LA AU
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20

8270-BF050916.M Mon May 16 19:12:13 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087003.D

Aca On : 14 May 2016 7:02

Operator : UM/SJ

Sample : H2966-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 unknown9.06 Concentration Rank 15

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

9.06 19.70 ng 1146940 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Azetidinone. 4-phenvl- 147 C9HONO 005661-55-2 38
2 Butanedioic acid. phenvl- 194 C10H1004 000635-51-8 35
3 Bicvclol4.2.0locta-1.3.5-triene 104 C8H8 000694-87-1 27
4 Benzene. cvclobutvl- 132 C10H12 004392-30-7 27
5 3(2H)-Furanone, dihydro-2,2-dime... 190 C12H1402 063678-00-2 16

Abundance Scan 654 (9.062 min): BF087003.D (-652) (-) m/z 104.10 100.00%
104.1
129.1144.1
5000
8.80 9.00 9.20 9.40
o! el 1001 1932 m/z 144.10 68.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21577: 2-Azetidinone, 4-phenyl-
104.0
5000 AR RN LA RN R
8.80 9.00 9.20 9.40
78.0 m/z 129.10 68.31%
118.0
0 L0 ] 1320470
miz-> 20 40 60 80 100 120 140 160 180
Abundance
104.0
880 9.00 9.20 9.40
5000 m/z 119.10 36.41%
51.0 78.0
27.0 176.0
L S L L UL L W L B UL S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4766: Bicyclo[4.2.0]octa-1,3,5-triene B A e e R
104.0 8.80 9.00 9.20 9.40
m/z 105.10 33.92%
5000 78.0
51.0
27.0 ‘
O'I“”'«"H'N'”w\""H"”I""I"'W""I""I IR LR LA U U
m/z--> 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40

8270-BF050916.M Mon May 16 19:12:14 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087003.D

Aca On : 14 May 2016 7:02

Operator : UM/SJ

Sample : H2966-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 unknown9.44 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.44 80.95 ng 4712540 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentanone. 3-methvl-2-(2-pe... 166 C11H180 007051-39-0 43
2 1.7-Octadiene. 2.3.3-trimethvl- 152 C11H20 1000150-47-7 43
3 1.6-Octadiene. 5.7-dimethvl-. (R)- 138 C10H18 085006-04-8 38
4 (E)-2-Hexenvl tialate 182 C11H1802 1000131-83-6 38
5 Hexane, 1-bromo-6-chloro- 198 C6H12BrcClI 006294-17-3 35
Abundance Scan 687 (9.439 min): BF087003.D (-685) (-) m/z 55.10 100.00%
1

?

5000

9.20 9.40 9.60 9.80

0 m/z 83.10 99.46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33195: Cyclopentanone, 3-methyl-2-(2-pentenyl)-
83.0
5000 80 LA L B L LB L L B B
41.0 9.20 9.40 9.60 9.80
. 55.0 1240 151 0166.0 m/z 41.10 65.27%
0 H ‘H\ ‘\H MF‘ \“H \‘H‘\ w‘H i \‘ ‘
e e e ....,....,....,....,....“...,
m/z--> 20 40 60 100 120 140 160 180
Abundance
55.0 83.0
e e A
41.0 9.20 9.40 9.60 9.80
5000 m/z 69.10 39.51%
69.0
27.0
109.0
o 124.0135 0152.0
e e Rl
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16345: 1,6-Octadiene, 5,7-dimethyl-, (R)- R AR RRRES T
55.0 83.0 9.20 9.40 9.60 9.80
m/z 84.10 36.58%
5000
41.0 69.0
N
0.,....“L.Ju ..11..1,.H..,t...,....,....,...., .
m/z--> 20 40 100 120 140 160 180 9.20 9.40 9.60 9.80

8270-BF050916.M Mon May 16 19:12:15 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087003.D

Aca On : 14 May 2016 7:02

Operator : UM/SJ

Sample : H2966-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 unknown9.92 Concentration Rank 11

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

9.92 28.27 ng 1646070 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvlindene 130 C10H10 002177-47-1 42
2 1H-Indene. 3-methvl- 130 C10H10 000767-60-2 38
3 Benzene. 1.3-diethenvl- 130 C10H10 000108-57-6 30
4 Benzene. l1-methvl-4-(1-propvnvl)- 130 C10H10 002749-93-1 30
5 Benzene,l-methyl-1,2-propadienyl- 130 C10H10 022433-39-2 20

Abundance Scan 729 (9.919 min): BFO87003 D (-727) () m/z 115.10 100.00%
,1130.

5000

9.60 9.80 10.00 10.20

0 m/z 130.10 94 .38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12661: 2-Methylindene
130.0
115.0
5000
9.60 9.80 10.00 10.20
m/z 119.10 92.68%
LT .. N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
115.0130.0
A EmE e A RER !
9.60 9.80 10.00 10.20
5000 m/z 91.10 84.71%
51.0
77.0
] NN N MO (RN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12674: Benzene, 1,3-diethenyl- R R ma AR
130.0 9.60 9.80 10.00 10.20
m/z 67.10 70.45%
5000 115.0
51.0 77.0
0,%a9.h.ﬂz.ﬂh JH..9?&..:,ukt.“...,....“...,... SN
m/z--> 20 40 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20

8270-BF050916.M Mon May 16 19:12:15 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087003.D

Aca On : 14 May 2016 7:02

Operator : UM/SJ

Sample : H2966-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 16 unknown9.99 Concentration Rank 3

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

9.99 64 .44 ng 3751760 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Piperidinecarboxaldehvde. 2-(1... 178 C10H14N20 054966-09-5 27
2 2-(1-Cvclohexenvl)cvclohexanone 178 C12H180 001502-22-3 25
3 2.4.6-TrimethvImandelic acid 194 C11H1403 020797-56-2 14

5-(3-Methvlbutv)-2-pvridinecarb... 193 C11H15N02 049751-50-0 14
5 Benzeneacetic acid, .alpha.-ethy... 178 C11H1402 002294-71-5 11
Abundance Scan 735 (9.988 min): BF087003.D (-730) (-) m/z 149.10 100.00%
149.1
119.1
178.1
5000
. 950 550 10100 1020 1040
o} ; m/z 119.10 68.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40939: 1-Piperidinecarboxaldehyde, 2-(1H-pyrrol-2-yl)-
178.0
5000 149.0 R LA LR BRI B
93.0 960 980 100010201040
134.0 m/z 178.10 58.53%
41.0 ‘ P :
0|....|‘...‘H. HM H\M” q ““.H|..‘..|....M|....|....
m/z--> 20 40 60 80 140 160 180 200
Abundance
149.0
178.0 9.60 9.80 10.00 10.20 10.40
5000 m/z 121.10 52.29%
81.0
107.0
280 410 oo 134.0
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #51585: 2,4,6-Trimethylmandelic acid A RREEEEEEa T
149.0 9.60 9.80 10.00 10.20 10.40
m/z 116.10 51.50%
5000 121.0
105.0
43.0 77.0
27.0 176.0 194.0
0|-‘l‘--‘|“ .5.8|0....|....|....|....|....|....|....|.... R e
m/z--> 20 40 60 80 100 120 140 160 180 200 9. 60 9. 80 10. 00 10. 20 10 40

8270-BF050916.M Mon May 16 19:12:16 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087003.D

Aca On : 14 May 2016 7:02

Operator : UM/SJ

Sample : H2966-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 2-(5-Methyl-[1,3,4]thiadiaz... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

10.14 55.29 ng 3218820 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(5-Methvl-T1.3.41thiadiazol-2-... 292 C14H16N20S2 1000296-87-8 50
2 Benzene. 1-(1.1-dimethvlethvI)-3... 162 C12H18 000098-19-1 49
3 1H-Inden-1-one. 2.3-dihvdro-7-hv... 162 C10H1002 040513-50-6 47
4 2-Indolizinemethanol 147 C9HONO 022320-21-4 43
5 Pyrido[3,4-d]pyrimidin-4(3H)-one 147 C7H5N30 019178-25-7 43
Abundance Scan 748 (10.136 min): BF087003.D (-745) (-) m/z 147.15 100.00%

14%.2
5000 105.1 _AA,_\f\A,/\,Vf\\\ﬂvxvﬂxAygf\
192.2 N TN

431 01 . 9.80 10.00 10.20 10.40

o : m/z 105.10 43.28%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #112955: 2-(5-Methyl-[1,3,4]thiadiazol-2-ylsulfanyl)-1-(2, ...
147.0

5000 LA LI L L L L L LB
980 10. OO 10. 20 10. 40
590 910 119.0 m/z 117.10 33.42%
oL 33 173.0195.0217.0  259.0 292.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
147.0
R AR R
9.80 10.00 10.20 10.40
5000 m/z 91.10 33.04%
119.0
015.0 41.0 65.0 91.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30438: 1H-Inden-1-one, 2,3-dihydro-7-hydroxy-3-methyl- R A R
147.0 9.80 10.00 10.20 10.40
m/z 192.20 25.25%
5000
39.0 65.0 ‘ 119.0
NS WY 0 I ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087003.D

Aca On : 14 May 2016 7:02

Operator : UM/SJ

Sample : H2966-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 unknownl10.26 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

10.26 55.37 ng 3223280 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indole. 4-methvl- 131 C9HOSN 016096-32-5 38
2 1H-Indole. 3-methvl- 131 C9HOSN 000083-34-1 30
3 1-Methvlibicvclol3.2.1Toctane 124 C9H16 119972-41-7 25
4 1H-Indene. 1-methvl- 130 C10H10 000767-59-9 25
5 1H-Indole, 5-methyl- 131 C9HON 000614-96-0 25

Abundance Scan 759 (10.262 min): BF087003.D (-756) (-) m/z 130.10 100.00%

109.1 130.1

5000

10.00 10.20 10.40 10.60

0 m/z 109.10 83.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13511: 1H-Indole, 4-methyl-
130.0
5000 LA L L L L L L

10.00 10.20 10.40 10.60
m/z 131.10 78.91%

51.0 77‘-0 103.0

-
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
130.0
R N Rama s
10.00 10.20 10.40 10.60
5000 m/z 95.10 77.11%
77.0
103.0
27.0 51.0
o) RS S Y R S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10339: 1-Methylbicyclo[3.2.1]octane e B ERmEE BE
67.0 10.00 10.20 10.40 10.60
0
109.0 m/z 55.10 75.31%
sooof 410
m/z--> 20 40 60 100 120 140 160 180 200 220 10 00 10. 20 10. 40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087003.D

Aca On : 14 May 2016 7:02

Operator : UM/SJ

Sample : H2966-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 Phenol, 3-(dimethylamino)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.36 48.93 ng 2848340 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3-(dimethvlamino)- 137 C8H11NO 000099-07-0 50
2 3-Methoxvbenzvlamine 137 C8H11NO 005071-96-5 38
3 1.2.3.4.4a.5.6.8a-0ctahvdro-naph... 136 C10H16 031244-58-3 30
4 1.1.1-Trifluoro-4-(2-furv)-4-hy... 206 C8H5F303 015788-03-1 22
5 4-Dimethylaminopyridin-2-amine 137 C7H11N3 050426-31-8 18

Abundance Scan 768 (10.365 min): BF087003.D (-765) (-) m/z 136.15 100.00%

136.2
81.1
5000

10.00 10.20 10.40 10.60

0 m/z 137.15 73.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16150: Phenol, 3-(dimethylamino)-
136.0
5000 LA L L L L L L L L L

10.00 10.20 10.40 10.60
m/z 81.10 67.27%

65.0 94.0
P M G B A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
136.0
B RS B S
10.00 10.20 10.40 10.60
5000 30.0 106.0 m/z 67.10 63.17%
77.0
51.0
14.0
bt el et ey
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15266: 1,2,3,4,4a,5,6,8a-Octahydro-naphthalene R EEEmm R B
95.0 136.0 10.00 10.20 10.40 10.60
m/z 95.10 62.55%
79.0
5000
41.0
o 63 170 |
L IIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.20 10.40 10.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051316\
Data File : BF087003.D

Acq On : 14 May 2016 7:02

Operator : UM/SJ

Sample - H2966-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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]
Butanoic acid, 2,... 5.85 16.1 ng 1865250 1 6.62 2315570 20.0
unknown6 .39 6.39 32.6 ng 3778430 1 6.62 2315570 20.0
unknown6 .68 6.68 12.4 ng 1431410 1 6.62 2315570 20.0
5H-Inden-5-one, o... 7.75 20.5 ng 6434610 2 7.91 6285000 20.0
unknown8 .04 8.04 21.9 ng 6893870 2 7.91 6285000 20.0
unknown8 .41 8.41 23.8 ng 7471190 2 7.91 6285000 20.0
unknown8 .58 8.58 12.3 ng 3878380 2 7.91 6285000 20.0
1.alpha., 4a.beta... 8.63 12.8 ng 4012190 2 7.91 6285000 20.0
2(1H)-Naphthaleno. .. 8.71 30.1 ng 9463160 2 7.91 6285000 20.0
unknown8 .87 8.87 94.2 ng 5482060 3 9.66 1164340 20.0
unknown9 .06 9.06 19.7 ng 1146940 3 9.66 1164340 20.0
unknown9 .44 9.44 81.0 ng 4712540 3 9.66 1164340 20.0
unknown9 .92 9.92 28.3 ng 1646070 3 9.66 1164340 20.0
unknown9 .99 9.99 64.4 ng 3751760 3 9.66 1164340 20.0
2-(5-Methyl-[1,3,... 10.14 55.3 ng 3218820 3 9.66 1164340 20.0
unknown10.26 10.26 55.4 ng 3223280 3 9.66 1164340 20.0

3

Phenol, 3-(dimeth... 10.36 48.9 ng 2848340 9.66 1164340 20.0

8270-BF050916.M Mon May 16 19:12:18 2016 Page: 22



