LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF122315\
Data File : BF084052.D

Aca On : 24 Dec 2015 00:01

Operator : UM/SJ

Sample : G4907-03

Misc :

ALS Vial : 37 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 38945 58316 3.73% 0.257%
2 5.424 290 292 298 rBV 374624 474661 30.34% 2.096%
3 6.041 342 346 348 rBV 18763 24687 1.58% 0.109%
4 6.419 375 379 381 rBV2 24328 44926 2.87% 0.198%
5 6.464 381 383 386 rvVv 229574 297647 19.03% 1.314%
6 6.590 392 394 397 rVB 1011180 929234 59.40% 4.103%
7 6.819 411 414 416 rBV 353919 322091 20.59% 1.422%
8 6.887 416 420 421 rVB 26447 23468 1.50% 0.104%
9 6.979 425 428 430 rVB 990581 996396 63.69% 4 .399%
10 7.013 430 431 433 rBV 38701 29573 1.89% 0.131%
11 7.059 433 435 437 rVB2 24199 30466 1.95% 0.135%
12 7.093 437 438 441 rVB3 17374 23623 1.51% 0.104%
13 7.162 441 444 447 rBV2 56502 87684 5.61% 0.387%
14 7.219 447 449 450 rBvV2 15802 23285 1.49% 0.103%
15 7.253 450 452 456 rvB4 26545 51538 3.29% 0.228%

16 7.333 456 459 461 rBV2 61587 108492 6.94% 0.479%
17 7.390 461 464 465 rBvV 546564 745292 47 .64% 3.291%

18 7.436 465 468 469 rVB2 32104 59555 3.81% 0.263%
19 7.470 469 471 472 rVB2 35947 38295 2.45% 0.169%
20 7.527 472 476 479 rBv4 29406 106342 6.80% 0.470%
21 7.596 479 482 483 rBV3 23809 35834 2.29% 0.158%
22 7.630 483 485 487 rBV2 31916 50727 3.24% 0.224%
23 7.687 487 490 492 rVB 87391 112691 7.20% 0.498%
24 7.756 494 496 497 rBvV2 27938 44274 2.83% 0.195%
25 7.779 497 498 500 rVB 37659 26218 1.68% 0.116%
26 7.859 500 505 508 rBV6 47960 146103 9.34% 0.645%
27 7.927 508 511 513 rBv4 27694 56362 3.60% 0.249%
28 8.019 516 519 520 rBV 86001 89999 5.75% 0.397%
29 8.042 520 521 523 rBV 75370 79535 5.08% 0.351%

30 8.110 524 527 529 rBV 318801 467284 29.87% 2.063%

31 8.156 529 531 534 rVB3 55782 83448 5.33% 0.368%
32 8.225 534 537 539 rBv2 84480 188487 12.05% 0.832%
33 8.350 544 548 554 rBV6 132949 317028 20.27% 1.400%
34 8.453 554 557 559 rBV3 66606 138654 8.86% 0.612%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF122315\
Data File : BF084052.D

Aca On : 24 Dec 2015 00:01

Operator : UM/SJ

Sample : G4907-03

Misc :

ALS Vial : 37 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 8.487 559 560 562 rBv2 50370 66113 4.23% 0.292%

36 8.545 562 565 567 rBv2 119151 270730 17.31% 1.195%
37 8.636 571 573 575 rvB2 122333 159012 10.16% 0.702%
38 8.682 575 577 580 rBv4 44462 100015 6.39% 0.442%
39 8.727 580 581 583 rBvV 54225 63064 4_.03% 0.278%
40 8.773 583 585 586 rBv2 41784 65608 4._.19% 0.290%

41 8.830 586 590 591 rBV3 53419 139634 8.93% 0.617%
42 8.887 593 595 596 rBvV2 41672 70854 4_.53% 0.313%
43 8.910 596 597 601 rVB4 99300 159516 10.20% 0.704%
44 8.979 601 603 606 rBv2 138029 314304 20.09% 1.388%
45 9.036 606 608 610 rvB 120407 162209 10.37% 0.716%

46 9.139 612 617 618 rBv2 275083 628619 40.18% 2.776%
47 9.185 618 621 623 rVB 1529640 1564369 100.00% 6.907%
48 9.242 623 626 627 rBvV 918226 857228 54 .80% 3.785%
49 9.322 627 633 634 rBV6 97879 168554 10.77% 0.744%
50 9.356 634 636 640 rVB3 222476 504251 32.23% 2.226%

51 9.425 640 642 644 rBv3 137259 272837 17.44% 1.205%
52 9.527 648 651 652 rBv2 147561 262490 16.78% 1.159%
53 9.607 656 658 660 rvB2 140045 222499 14.22% 0.982%
54 9.710 665 667 669 rBv2 220573 320373 20.48% 1.415%
55 9.745 669 670 672 rvv2 146860 217904 13.93% 0.962%

56 9.790 672 674 675 rvv2 216117 258535 16.53% 1.141%
57 9.870 678 681 683 rvv2 505536 835213 53.39% 3.688%
58 9.916 683 685 687 rvB2 229042 302026 19.31% 1.334%
59 9.950 687 688 690 rBv2 160061 191438 12.24% 0.845%
60 9.996 690 692 695 rBv3 117661 177052 11.32% 0.782%

61 10.042 695 696 699 rBv2 137689 248379 15.88% 1.097%
62 10.156 704 706 709 rBV 193410 444863 28.44% 1.964%
63 10.225 709 712 714 rVvv2 506416 1048337 67.01% 4.629%
64 10.293 716 718 721 rVB4 298040 698491 44.65% 3.084%
65 10.453 729 732 733 rBv2 159520 287079 18.35% 1.268%

66 10.522 734 738 741 rVV6 282545 997014 63.73% 4.402%
67 10.568 741 742 746 rVV3 353604 613085 39.19% 2.707%
68 10.670 749 751 752 rVB2 479400 639414 40.87% 2.823%
69 11.059 783 785 786 rBv2 142552 266056 17.01% 1.175%
70 11.242 799 801 803 rvB3 227334 244015 15.60% 1.077%

71 11.356 809 811 817 rVvB2 397747 599671 38.33% 2.648%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF122315\
Data File : BF084052.D

Aca On : 24 Dec 2015 00:01

Operator : UM/SJ

Sample : G4907-03

Misc :

ALS Vial : 37 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 11.928 860 861 864 rvB2 242160 253182 16.18% 1.118%
73 12.694 926 928 930 rVB 140948 143986 9.20% 0.636%
74 12.934 947 949 951 rVB 796724 797463 50.98% 3.521%
75 13.722 1016 1018 1020 rVB 57729 58897 3.76% 0.260%

76 13.985 1038 1041 1044 rvB2 188728 318501 20.36% 1.406%
77 14.602 1093 1095 1102 rVB5 34108 66939 4.28% 0.296%
78 15.414 1164 1166 1170 rVB 177035 256780 16.41% 1.134%

Sum of corrected areas: 22648814
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084052.D

Aca On : 24 Dec 2015 00:01

Operator : UM/SJ

Sample : G4907-03

Misc :

ALS Vial : 37 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: BF084052.D
1500000
6.59
1000000 6.98
7.39
500000
5.42 6.82
6.46
o 4,\99 6.04 6. ] 800063792 3 :\2', %!
e A e e e e . B e e e e e e e T e e e B e e e e L e e e
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF084052.D
9|18
1500000

1000000

500000

Time--> . . . . 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF084052.D

1500000

1000000

500000

13.99
15.41
14.60
O L e e IR e e e e e I B e L e e e e e e e e e e e e e e e e e e e e e

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

8270-BF122215.M Thu Dec 24 16:45:27 2015 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084052.D

Aca On : 24 Dec 2015 00:01

Operator : UM/SJ

Sample : G4907-03

Misc :

ALS Vial : 37 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 1 unknown6.59 Concentration Rank 2

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

6.59 57.70 ng 929234 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
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 394 (6.590 min): BF084052.D (-392) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 ERRAREL A S R
40.1 541 810 6.20 6.40 6.60 6.80 7.00
0 : B E e m/z 68.10 41.19%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
5000 AN SRS RN R
6.20 6.40 6.60 6.80 7.00
33.0 105.0 m/z 134.00 32.18%
Lm0 e
0""|"“'k”""""l'“"l"" Y PN A
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
B0 520 60 660 680 700
5000 ' m/z 66.10 27 .64%
31.0 510
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e e AR
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.79%
74.0
5000 98.0 116.0
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SRNDUNEN | W GNP
m/z--> 40 60 80 100 120 140 160 180 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 : BF084052.D

Aca On : 24 Dec 2015 00:01

Operator : UM/SJ

Sample : G4907-03

Misc :

ALS Vial : 37 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 unknown8.22 Concentration Rank 17

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

8.22 8.07 ng 188487 Naphthalene-d8 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-8a-Methvlperhvdroazulen-4(1H... 166 C11H180 085318-95-2 38
2 2.4-Pentadien-1-ol. 3-propvl-. (... 126 C8H140 1000142-17-9 30
3 4.5-Heptadien-2-ol. 3.3.6-trimet... 154 C10H180 060432-69-1 30
4 (5-Ethvilcvclopent-1-env)methanol 126 C8H140 036431-59-1 27
5 1-Propanone, 1-(5-methyl-2-thien... 154 C8H100S 059303-13-8 22

Abundance Scan 537 (8.225 min): BF084052.D (-534) (-) m/z 125.10 100.00%
125.1
43.1 971 1111
5000
139.1 P T T T T
152.1 166.1 7.80 8.00 8.20 8.40 8.60
0 m/z 111.10 71.21%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #33188: cis-8a-Methylperhydroazulen-4(1H)-one
125.0
81.0
5000 0 w0 b 350 850 5w 550
0 55.0 ~109.0 .
410 ‘ 1510 1660 m/z 43.10 70.84%
O”P”W”JP”W””P”W””P”W””P”W””P”W””P”W””P”W”'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
55.0
41.0 83.0 780 8.00 8.20 840 8.60
5000 97.0 m/z 97.10 67.56%
67.0
1110 126.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25576: 4,5-Heptadien-2-ol, 3,3,6-trimethyl- R e R
67.0 7.80 8.00 8.20 8.40 8.60
111.0 m/z 67.10 53.95Y%
41.0
5000 95.0
55.0 810
21.0 ‘ ‘ ‘ 139.0 o
Onln|‘|‘|||||“||||‘|‘|||||||“n:‘l“‘i H‘\\ |H‘ln:ul-2|3||0|||||||||n|||||||||||||| LA e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084052.D

Aca On : 24 Dec 2015 00:01

Operator : UM/SJ

Sample : G4907-03

Misc :

ALS Vial : 37 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 2H-Inden-2-one, octahydro-,... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.35 13.57 ng 317028 Naphthalene-d8 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Inden-2-one. octahvdro-. trans- 138 C9H140 016484-17-6 76
2 9-Oxabicvclol3.3.11Tnon-6-en-3-one 138 C8H1002 1000190-65-0 70
3 5H-Inden-5-one. octahvdro-. trans- 138 C9H140 004668-81-9 70
4 2H-Inden-2-one. octahvdro-. cis- 138 C9H140 005689-04-3 70
5 Cyclohexene, 4-methyl-1-(1-methy... 138 C10H18 000500-00-5 70
Abundance Scan 548 (8.350 min): BF084052.D (-544) (-) m/z 94.10 100.00%

67.1 811 941

138.1
5000 411 oy
109.1
T T T T T
| | | ‘ | 123.1 8.00 8.20 8.40 8.60
151 1 165 1
Ol ...,....-,'."...:'!..'-.,~.-.'.'.,"...|.','.|:.':,|'| '|'-'|| ot el i ey || M/z 81.10  91.96%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16945: 2H-Inden-2-one, octahydro-, trans-
81.0 94.0
670 138.0
5000 41.0 54.0 ' L L L L L B
8.00 8.20 8.40 8.60
m/z 67.10 85.73%
‘ “ 109.0
o.in””“”w””“”w””k”....”Ju”w””“”w””“”w””“.
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
81.0
67.0 IIIIIIIIIIIIIIIIIIIIIIII
94.0 8.00 8.20 8.40 8.60
5000 138.0 m/z 95.10 71.03%
27.0 41.0 530 '
109.0
0 121.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16937: 5H-Inden-5-one, octahydro-, trans- L
410 81.0 94.0 8.00 820 840 8.60

m/z 138.10 46.91%

540 000 138.0
5000
|
\H J\\\ \\M N\ M 123.0 L

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.00 8.20 8.40 8.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084052.D

Aca On : 24 Dec 2015 00:01

Operator : UM/SJ

Sample : G4907-03

Misc :

ALS Vial : 37 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 5 unknown8.54 Concentration Rank 11

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

8.54 11.59 ng 270730 Naphthalene-d8 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(TrimethvisilvD)-1-propvne 112 C6H12Si 006224-91-5 38
2 3-Fluoropvridine 97 C5H4FN 000372-47-4 38
3 Pvridine. 2-fluoro- 97 C5H4FN 000372-48-5 32
4 2-Cvclohexen-1-ol. 1-methvl- 112 C7H120 023758-27-2 32
5 Dicyclohexyl methylphosphonate 260 C13H2503P 007040-53-1 27

Abundance Scan 565 (8.545 min): BF084052.D (-562) (-) m/z 97.10 100.00%
97.1
111.1
5000
e
137.1 155.1 8.20 8.40 8.60 8.80
o L5 102 0 Tm/z 111.10  55.23%
m/z--> 20 40 60 80 100 120 140 160
Abundance #6170: 1-(Trimethylsilyl)-1-propyne
97.0
5000 SR R R A
8.20 8.40 8.60 8.80
0
43.0 69.0 1120 m/z 109.10 28.05%
29.0 ‘ L | ‘ \‘ 1 8§.0 L ‘ ‘
miz--> 20 40 60 80 100 120 140 160
Abundance
97.0
700 ISR R R A
8.20 8.40 8.60 8.80
5000 m/z 55.10 23.30%
50.0
1o 310
L L L L UL UL B BN
m/z--> 20 40 60 80 100 120 140 160
Abundance #2905: Pyridine, 2-fluoro- B BEmma B B
97.0 8.20 8.40 8.60 8.80
m/z 41.10 19.81%
70.0
5000
50.0
0'}%ql'ﬁﬁqﬂ*”M‘JI'W'%I"'lu""l"" [rrrr oo S R R A
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084052.D

Aca On : 24 Dec 2015 00:01

Operator : UM/SJ

Sample : G4907-03

Misc :

ALS Vial : 37 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 2-Amino-3a,4,5,6,7,7a-hexah... Concentration Rank 9

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

8.98 13.45 ng 314304 Naphthalene-d8 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Amino-3a.4.5.6.7.7a-hexahvdro-... 162 C10H14N2 1000185-29-8 72
2 Benzene. l-ethvl-4-(2-methvlprop... 162 C12H18 100319-40-2 68
3 Benzene. 1.4-dimethvl-2-(2-methv... 162 C12H18 055669-88-0 58
4 1-Chloromethvl-3.5-dimethvlbenzene 154 C9H11ClI 002745-54-2 53
5 3,4-Dimethylbenzyl isothiocyanate 177 C1OH11NS 206559-59-3 53

Abundance Scan 603 (8.979 min): BF084052.D (-601) (-) m/z 119.10 100.00%
119.1
5000
o1 162.1
43.1 67.1 : 8.60 8.80 9.00 9.20 9.40
105 133.1
o el R m/z 162.10  25.94%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30494: 2-Amino-3a,4,5,6,7,7a-hexahydro-3H-indene-1-carbon...
119.0
5000
162.0 8.60 8.80 9.00 9.20 9.40
‘ m/z 91.10 17.72%
o 39.0 65.0 79.0 ‘mﬂ)wlmqﬂo
Tl A A A A "V A
Abundance
119.0
8.60 880 9.00 9.20 9.40
5000 m/z 120.10 13.70%
91.0 162.0
27.0 4.0 g3 77.0 1050 ' 13301470
miz--> 20 40 60 8 100 120 140 160 180
Abundance #30715: Benzene, 1,4-dimethyl-2-(2-methylpropyl)-
119.0 8.60 8.80 9.00 9.20 9.40
m/z 43.10 11.76%
5000
91.0 162.0
o 270410 630 77O oo 147.0
m/z--> 20 40 60 80 100 120 140 1éo 180 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084052.D

Aca On : 24 Dec 2015 00:01

Operator : UM/SJ

Sample : G4907-03

Misc :

ALS Vial : 37 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 unknown9.24 Concentration Rank 5

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

9.24 20.53 ng 857228 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2-dihvdro-2-methvl- 144 C11H12 021564-79-4 43
2 1H-Indene. 1.1-dimethvl- 144 C11H12 018636-55-0 38
3 Quinazoline. 4-methvl- 144 C9H8N2 000700-46-9 25
4 2-Ethvl-1-H-indene 144 C11H12 017059-50-6 22
5 2-Azetidinone, 4-phenyl- 147 CO9HONO 005661-55-2 14

Abundance Scan 626 (9.242 min): BF084052.D (-623) (-) m/z 104.10 100.00%
1041 129.1144.1
5000
9.0 920 940 9.60
ol el 1621 1821 1 757159 05 85. 16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19611: Naphthalene, 1,2-dihydro-2-methyl-
129.0
5000 IERBE AR RARSE AR RN
144.0 9.00 9.20 9.40 9.60
1150 m/z 144.10 84 .94Y%
51.0 .
T T LA G
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
129.0
" 9.00 920 940 9.60
5000 144.0 m/z 119.10 41 .52%
. 27.0 51.0 77.0 102.0
miz-> 20 40 60 8 100 120 140 160 180 WU\
Abundance #20318: Quinazoline, 4-methyl-
144.0 9.00 9.20 9.40 9.60
m/z 105.10 39.04%
5000
6.0 103.0117.0
0----|----|----|----|----|----|----|---|----|--- L L B
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084052.D

Aca On : 24 Dec 2015 00:01

Operator : UM/SJ

Sample : G4907-03

Misc :

ALS Vial : 37 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 unknown9.36 Concentration Rank 10

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

9.36 12.07 ng 504251 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(3H)-1sobenzofuranone. 3.3-dime... 162 C10H1002 001689-09-4 35
2 2.2.4.4-Tetramethvl-2_ 4-disilath... 162 C5H14SSi2 091521-58-3 35
3 Propiophenone. 2.2".4" .6"-tetram... 190 C13H180 002040-22-4 27
4 Butvlsemithiocarbazide 147 C5H13N3S 006610-31-7 27
5 Pyrido[4,3-d]pyrimidin-4(3H)-one 147 C7H5N30 016952-64-0 27

Abundance Scan 636 (9.356 min): BF084052.D (-634) (-) m/z 147.10 100.00%
147.1
5000 109.1
162.1 180.2194 ) 9.00 9.20 9.40 9.60
o} : m/z 109.10 43.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30408: 1(3H)-Isobenzofuranone, 3,3-dimethy!-
147.0
5000 AR SR S SR
9.00 9.20 9.40 9.60
91.0 m/z 95.10 27 .04%
43.0 76.0 162.0
0 620 " | 105. 0119 0 \
miz-> 20 40 60 80 100 150 140 160 180 200
Abundance
147.0
9.00 920 9.40 9.60
5000 m/z 123.10 24_87%
45.0
. %90 750 131.0 162.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #49240: Propiophenone, 2,2',4',6-tetramethyl- AR o
147.0 9.00 9.20 9.40 9.60
m/z 55.10 17.89%
5000
119.0
91.0
o270 %10 630770 "7 1050 190.0
mz-> 20 Jo 60 85 100 150 140 160 180 200 .00 920 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084052.D

Aca On : 24 Dec 2015 00:01

Operator : UM/SJ

Sample : G4907-03

Misc :

ALS Vial : 37 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 Benzene, 1-(1,1-dimethyleth... Concentration Rank 18

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

9.71 7.67 ng 320373 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-(1l.l1-dimethvlethvl)-4... 162 C12H18 007364-19-4 93
2 Benzene. 1-(1.l1-dimethvlethvl)-3... 162 C12H18 014411-56-4 64
3 Benzene. 1-(1.l1-dimethvlethvl)-3... 162 C12H18 000098-19-1 64
4 Benzene. 1.2.4-trimethvl-5-(l-me... 162 C12H18 010222-95-4 60
5 Benzene, 1,4-bis(l-methylethyl)- 162 C12H18 000100-18-5 58

Abundance Scan 667 (9.710 min): BF084052.D (-665) (-) m/z 147.10 100.00%
147.1
5000
911 i 190.1
162.1 '
39.1 65.1 9.40 9.60 9.80 10.00
o} m/z 119.10 39.40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30704: Benzene, 1-(1,1-dimethylethyl)-4-ethyl-
147.0
i I 90 1190 Sh0 58 Sk 1000
162.0 m/z 123.10 35.45%
15.0 65.0
' H ‘ n H‘ I M‘\ M ! | ‘
o) S S N FOVERNT N I e B o e S
I I I | | I | | I
m/z--> 20 100 120 140 160 180
Abundance
147.0
940 9.60 9.80 10.00
5000 m/z 91.10 32.91%
119.0 162.0
410 450 910
G S L L UL W UL WL B L BULI|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30724: Benzene, 1-(1,1-dimethylethyl)-3,5-dimethy!- R RREEEE RS SR
147.0 9.40 9.60 9.80 10.00
m/z 190.10 24 .96%
5000 119.0
91.0 162.0
41.0 65.0 ‘ ‘
0.1.5.?.‘...‘l‘..‘.‘.|‘.‘...‘”l....H.‘..l‘ﬁ.l“..l.l..l....l....|
m/z--> 20 40 60 80 100 120 140 160 180 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084052.D

Aca On : 24 Dec 2015 00:01

Operator : UM/SJ

Sample : G4907-03

Misc :

ALS Vial : 37 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 Adamantane-1-carboxylic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.16 10.65 ng 444863 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adamantane-1-carboxvlic acid 180 C11H1602 000828-51-3 90
2 1-Adamantvl bromomethvl ketone 256 C12H17BrO 005122-82-7 86
3 1l-Adamantanecarboxlic acid chloride 198 C11H15CI0 002094-72-6 86
4 3-Adamantan-1-vl-3-oxo-propionit... 203 C13H17NO 1000296-74-6 78
5 1-Adamantanecarboxylic acid, 2-o0... 292 C19H3202 1000282-62-7 78
Abundance Scan 706 (10.156 min): BF084052.D (-704) (-) m/z 135.10 100.00%
136.1
5000
Yo7 9.80 10.00 10.20 1040
39.1 : - - - -
0 ...,....',-...5.9,-%'...l|,'..':|.,.|...,... A2l At m/z 79.10 19.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #42448: Adamantane-1-carboxylic acid
135.0
5000 RS IR SRR
9.80 10.00 10.20 10.40
Lo 79.0 m/z 93.10 18.52%
107.0
0"'l”“'v"“l'k'ww'J'l'“'|"J|"}§¥9}§9?" TTTT T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
135.0
9.80 10.00 10.20 1040
5000 m/z 136.10 12.24%
93.0
150 410 67.0 115.0 163.0 256.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54544: 1-Adamantanecarboxiic acid chloride AR o
135.0 9.80 10.00 10.20 10.40
m/z 107.10 10.72%
5000
79.0
180 410 | J1970 1 4630
m/z--> 20 4'0 6|0 8|0 100 120 140 160 180 200 220 240 260 9.80 10.00 10.20 10.40 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084052.D

Aca On : 24 Dec 2015 00:01

Operator : UM/SJ

Sample : G4907-03

Misc :

ALS Vial : 37 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 unknownl10.22 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.22 25.10 ng 1048340 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvl-1-adamantaneacetic acid 208 C13H2002 014202-13-2 43
2 1.3-Cvclohexadiene. 1.2.3.4.5.6-... 164 C12H20 1000152-09-6 38
3 Adamantane. 1.3-dimethvl- 164 C12H20 000702-79-4 38
4 1-Methvl-3-ethyladamantane 178 C13H22 001687-34-9 35
5 5-(3-Methylbutyl)-2-pyridinecarb... 193 C11H15NO2 049751-50-0 30
Abundance Scan 712 (10.225 min): BF084052.D (-709) (-) m/z 149.10 100.00%
149.1
133.1
5000
1741 191 10,00 10,20 10.40 10.60
(o} m/z 133.10 54 _.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61469: 3-Methyl-1-adamantaneacetic acid
149.0
5000 LN SUILILN SULILN BULBULN B
mmmmmmmm
93.0 1350 193.0 m/z 93.10 39.35%
oL 17.0 410 600 770 | 1990 7 | 1750 | 209.0
m/z--> ﬁo Jo éo 85 160 150 150 1éo 1§0 260
Abundance
149.0
10,00 10,20 10.40 10.60
5000 m/z 91.10 31.91%
133.0
41.0 910
65.0 107.0 165.0
O A T o T L S S T L L T T e
m/z--> ﬁo Jo éo 85 160 150 150 1éo 1éo 260
Abundance #31982: Adamantane, 1,3-dimethyl- R B EREE R
149.0 10.00 10.20 10.40 10.60
m/z 79.10 28.93%
5000 93.0
41.0
o150 | 570, I | L1210 | 1650
m/z--> 2'0 ' 60 8|0 1(')0 12'0 14'10 1('30 15';0 2(')0 10. oo 10. 20 10. 40 10. 60

8270-BF122215.M Thu Dec 24 16:45:34 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084052.D

Aca On : 24 Dec 2015 00:01

Operator : UM/SJ

Sample : G4907-03

Misc :

ALS Vial : 37 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 13 unknownl10.29 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.29 16.73 ng 698491 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalenol. 1.2.3.4-tetrahvd... 190 C12H1402 021503-12-8 49
2 6-Phenvl-5-hexenoic acid. methvl... 204 C13H1602 1000281-31-8 43
3 2-Acetoxvtetralin 190 C12H1402 1000146-07-5 43
4 Benzene. 1.3-diethenvl- 130 C10H10 000108-57-6 38
5 Benzene, 1,4-diethenyl- 130 C10H10 000105-06-6 38
Abundance Scan 718 (10.293 min): BF084052.D (-716) (-) m/z 130.05 100.00%
13p.1
5000
110,00 10,20 1040 10.60
0 m/z 129.10 31.08%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #49151: 1-Naphthalenol, 1,2,3,4-tetrahydro-, acetate
130.0
5000 SRR SRR BRI U
43.0 10.00 10.20 10.40 10.60
910 1150 148.0 m/z 115.10 26.80%
27.0 63.0 ‘ ‘ 190.0
0||‘|||‘|‘||“|‘||m|||“|||Hi||”|‘||l‘”l|‘|l|||‘|||||||||||||||||||
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
130.0
110,00 10,20 1040 10.60
5000 m/z 163.10 19.99%
115.0
91.0 204.0
43.0 65.0 145.0 173.0
O e e
m/z--> ﬁo Jo éo 50 160 150 1&0 1éo 1§o 260 '
Abundance #49092: 2-Acetoxytetralin LN maa s e
130.0 10.00 10.20 10.40 10.60
m/z 159.10 19.66%
5000
450 9.0 4450
o |, 650 ‘ L | 470 190.0
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 15';0 2(')0 ! 10.'00 10.'20 10.'40 10.|60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084052.D

Aca On : 24 Dec 2015 00:01

Operator : UM/SJ

Sample : G4907-03

Misc :

ALS Vial : 37 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 Cyclopropane, 2-bromo-1-met... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.45 6.87 ng 287079 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. 2-bromo-1l-methvl-1... 210 C10H11Br 055091-64-0 50
2 3-Pentenoic acid. 4-phenvl- 176 C11H1202 053774-19-9 47
3 Benzene. (1.2-dicvclopropvl-2-ph... 262 C20H22 110330-90-0 46
4 1-Naphthalenecarboxvlic acid. 5.... 176 C11H1202 004242-18-6 43
5 Benzene, 1-(methoxymethyl)-4-(1-... 162 C11H140 013051-63-3 43
Abundance Scan 732 (10.453 min): BF084052.D (-729) (-) m/z 131.10 100.00%
1
5000
'~ 10.20 10.40 10.60 10.80
o m/z 176.10 35.53%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #62472: Cyclopropane, 2-bromo-1-methyl-1-phenyl-
131.0
5000 LR SULILN SULLN SURILN B
91.0 10,20 10.40 10.60 10.80
m/z 115.10 35.44%
210 510 749 1130 | 1800 2100
mz-> 20 Jo éo 80 160 120 140 160 180 200 220 240
Abundance
131.0
10120 10.40 10.60 10.80
5000 91.0 176.0 m/z 91.10 34.97%
o 510 158.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #95842: Benzene, (1,2-dicyclopropyl-2-phenylethyl)- R A BAR T e  S
131.0 10.20 10.40 10.60 10.80
m/z 147.10 26.86%
5000 910
ol 0880, L L 650 2340
miz-> 20 40 60 80 160 120 140 160 180 200 220 240 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084052.D

Aca On : 24 Dec 2015 00:01

Operator : UM/SJ

Sample : G4907-03

Misc :

ALS Vial : 37 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 unknownl10.52 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.52 23.87 ng 997014 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(2-Methvl-4-propoxv-phenv)-et. .. 192 C12H1602 1000187-58-2 47
2-T1-(Adamantan-1-vlamino)-2.2.2... 295 C15H16F3N3 1000275-90-9 41
3 1-Adamantvl methvl ketone 178 C12H180 001660-04-4 41
4 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 38
5 1-Adamantanecarboxylic acid, ben... 270 C18H2202 168139-28-4 38
Abundance Scan 738 (10.522 min): BF084052.D (-734) (-) m/z 135.10 100.00%
135.1
5000
91.1
43.1 177.1 N IR
67.1 206.1 10.20 10.40 10.60 10.80
3 .
of m/z 91.10 32.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50348: 1-(2-Methyl-4-propoxy-phenyl)-ethanone
135.0
5000 LR AR SRR BN U
1r7.0 10,20 10.40 10.60 10.80
470 770 1070 m/z 147.10 29.29%
0'”P'”L“'P”W'”W”'W””I”“P”'P“W'”W”'W””I”“P'”P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
135.0
10.20 10.40 10.60 10.80
5000 m/z 93.10 26.09%
79.0
410 107.0
ol 168.0192.0 218.0240.0  276.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #41219: 1-Adamanty| methy! ketone R R mEEE
135.0 10.20 10.40 10.60 10.80
m/z 79.10 24 _10%
5000
79.0
43.0 107.0
o130, ol 1750
m/z--> 20 40 eb 80 160 120 140 160 180 200 220 240 260 280 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084052.D

Aca On : 24 Dec 2015 00:01

Operator : UM/SJ

Sample : G4907-03

Misc :

ALS Vial : 37 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 16 1,5-Cycloundecadiene, 8,8-d... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.57 14.68 ng 613085 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5-Cvcloundecadiene. 8.8-dimeth... 190 Cl14H22 062338-54-9 51
2 Oxacvclododeca-6.9-dien-2-one. 7... 194 C12H1802 070968-72-8 50
3 1-Methvl-1-hvdroxvmethvladamantane 180 C12H200 001200-78-8 45
4 Tricvclol4.3.1.1(3.8)lundecane., ... 228 C11H17Br 021898-96-4 43
5 1,5-Cycloundecadiene, 9-(l1-methy... 190 C14H22 062338-55-0 38

Abundance Scan 742 (10.568 min): BF084052. D (-741) () m/z 149.10 100.00%

5000
175.1 R R,
1921 218.1 10.20 10.40 10.60 10.80
(o} m/z 93.10 69.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49327: 1,5-Cycloundecadiene, 8,8-dimethyl-9-methylene-
41.0 93.0
67.0 121.0
5000 LA L L L L L LB L L B
1470 10.20 10.40 10.60 10.80
175.0 m/z 163.10  50.64%
X A P S
m/z--> 20 40 60 80 100 l 140 160 180 200 220
Abundance
93.0
e e
10.20 10.40 10.60 10.80
5000 410 194.0 m/z 79.10 46.12%
67.0 121.0 164.0
140.0
o R R RN RSO PR 1| R PR 1 ERELPS MM M
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #42624: 1-Methyl-1-hydroxymethyladamantane R e EEaE L
149.0 10.20 10.40 10.60 10.80
m/z 107.10  43.42%
5000 93.0
310 550 479 179 0 180.0
0.,.ﬂ.hUmanm‘M.ﬂM,W“.JF@??NL.,JH.‘.”.,.”.,.. SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. 20 10 40 10 60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084052.D

Aca On : 24 Dec 2015 00:01

Operator : UM/SJ

Sample : G4907-03

Misc :

ALS Vial : 37 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 unknownll.06 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.06 8.87 ng 266056 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Furol2.3-blindole. 3.3a.8.8a-... 189 C12H15NO 054789-32-1 45
2 1.3.5-Trimethvl-2-(2-nitrovinvl)... 191 C11H13NO2 1000194-38-4 45
3 1H-Indene. l-ethenvl-2.3-dihvdro- 144 C11H12 051783-46-1 42
4 Naphthalene. 1.2-dihvdro-6-methvl- 144 C11H12 002717-47-7 42
5 Indano[2,1-d]1,3-dioxane, 176 C11H1202 102688-70-0 42
Abundance Scan 785 (11.059 min): BF084052.D (-783) (-) m/z 129.10 100.00%
1
5000
" 10.80 11.00 11.20 1140
o} m/z 144.10 82 .99%
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #48697: 2H-Furo[2,3-b]indole, 3,3a,8,8a-tetrahydro-2,3-dim...
144.0
5000 189.0 " 10.80 11.00 11.20 1140
450 u5o ‘ m/z 145.10 78 .44%
0-|----‘|‘---5-9|Q | ‘\ \ %40\\\ \M H‘H\ \‘ L \‘\ .1.7.%.0 I
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
144.0
191.0 " 10.80 11.00 11.20 11.40
5000 115.0 m/z 115.10 68.25%
390 g0 L0 174.0
A S L U S AL L B WL B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19607: 1H-Indene, 1-ethenyl-2,3-dihydro- B Al M
129.0 10.80 11.00 11.20 11.40
m/z 117.10 65.81%
5000
oo B0 A mon | MO
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 : BF084052.D

Aca On : 24 Dec 2015 00:01

Operator : UM/SJ

Sample : G4907-03

Misc :

ALS Vial : 37 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 unknownll.?24 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.24 8.14 ng 244015 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.2loct-2-ene. 1.2.3.6... 164 C12H20 062376-14-1 22
2 Bicvclol3.2.0Theptane. 6-methvlene- 108 C8H12 003642-22-6 18
3 1.5-Dimethvl-1-vinvl-4-hexenvl b... 224 C14H2402 000078-36-4 18
4 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 021564-91-0 18
5 1H-Benzimidazole, 1l-ethyl-2-methyl- 160 C10H12N2 005805-76-5 14

Abundance Scan 801 (11.242 min): BF084052.D (-799) (-) m/z 93.10 100.00%

5000

11.00 11.20 11.40 11.60

0 m/z 145.10 82.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #32017: Bicyclo[2.2.2]oct-2-ene, 1,2,3,6-tetramethy!-
93.0
41.0
5000 LA B L L L L L L
135.0 11.00 11.20 11.40 11.60
67.0 164.0 m/z 160.10 67.82%
0
0 .‘,‘..‘..‘i“...‘l,..‘.. I BaEEE B S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
93.0
e RARREEE RS
11.00 11.20 11.40 11.60
5000 39.0 m/z 94.10 50.20%
67.0
0 110.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #72305: 1,5-Dimethyl-1-vinyl-4-hexeny! butyrate e RARREEE RS
93.0 11.00 11.20 11.40 11.60
m/z 80.10 47 .87%
43.0
5000 71.0
121.0
0 L | 15401740 197.0 2240
- IIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIII IIIIIIIIIIIIIIIIIIII
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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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084052.D

Aca On : 24 Dec 2015 00:01

Operator : UM/SJ

Sample : G4907-03

Misc :

ALS Vial : 37 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 Dodecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.93 8.44 ng 253182 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 50
2 Pentadecanoic acid 242 C15H3002 001002-84-2 45
3 Tridecanoic acid 214 C13H2602 000638-53-9 43
4 Tetradecanoic acid 228 C14H2802 000544-63-8 43
5 n-Decanoic acid 172 C10H2002 000334-48-5 41
Abundance Scan 861 (11.928 min): BF084052.D (-860) (-) m/z 73.10 100.00%
741
5000
11/60 11.80 12,00 12.20
0! m/z 60.10 76.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #56046: Dodecanoic acid
60.0
41.0
5000 UL SRR B SURELE SR
g5.0 1290 o 1160 1180 12.00 1220 '
' m/z 41.10 69.78%
200.0
0L15.0 “\IMH ,....,1.09*’,... P N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
11'60 11.80 12,00 12.20
5000 129.0 m/z 43.10 64.74%
970 199.0 242.0
157.0
0 180 0
m/z--> ﬁo 45 eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #65565: Tridecanoic acid e B
73.0 11.60 11.80 12.00 12.20
43.0 m/z 57.10 64.18%
5000 129.0
0! : R i e T o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122315\
Data File : BF084052.D

Aca On : 24 Dec 2015 00:01

Operator : UM/SJ

Sample : G4907-03

Misc :

ALS Vial : 37 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 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.69 9.04 ng 143986 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 78
4 Tetradecanoic acid 228 C14H2802 000544-63-8 62
5 n-Decanoic acid 172 C10H2002 000334-48-5 47
Abundance Scan 928 (12.694 min): BF084052.D (-926) (-) m/z 73.05 100.00%
31 30
5000 129.1
12.40 12,60 12,80 13.00
O m/z 43.10 79.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
43.0 73.0
5000 129.0 SR AR BN SUNRILN U
12.40 12.60 12.80 13.00
: m/z 60.05 77 .49%
O}QQJ”W”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 73.0
12.40 12,60 12,80 13.00
5000 256.0 m/z 57.10 77.22%
129.0 xVAANAAVAAN\MWMWM¢V
97.0 213.0
157.0 185.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid Al B E RE
43.0 73.0 12.40 12.60 12.80 13.00
m/z 55.10 65.39%
5000 129.0 M\\A\\\\A

T T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122315\
Data File : BF084052.D

Acq On : 24 Dec 2015 00:01

Operator : UM/SJ

Sample - G4907-03

Misc :

ALS Vial : 37 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 .59 6.59 57.7 ng 929234 1 6.82 322091 20.0
unknown8.22 8.22 8.1 ng 188487 2 8.11 467284 20.0
2H-1nden-2-one, o... 8.35 13.6 ng 317028 2 8.11 467284 20.0
unknown8 .54 8.54 11.6 ng 270730 2 8.11 467284 20.0
2-Amino-3a,4,5,6, ... 8.98 13.4 ng 314304 2 8.11 467284 20.0
unknown9 .24 9.24 20.5 ng 857228 3 9.86 835213 20.0
unknown9 .36 9.36 12.1 ng 504251 3 9.86 835213 20.0
Benzene, 1-(1,1-d... 9.71 7.7 ng 320373 3 9.86 835213 20.0
Adamantane-l1-carb... 10.16 10.7 ng 444863 3 9.86 835213 20.0
unknown10.22 10.22 25.1 ng 1048340 3 9.86 835213 20.0
unknown10.29 10.29 16.7 ng 698491 3 9.86 835213 20.0
Cyclopropane, 2-b... 10.45 6.9 ng 287079 3 9.86 835213 20.0
unknown10.52 10.52 23.9 ng 997014 3 9.86 835213 20.0
1,5-Cycloundecadi... 10.57 14.7 ng 613085 3 9.86 835213 20.0
unknownll .06 11.06 8.9 ng 266056 4 11.36 599671 20.0
unknownll.24 11.24 8.1 ng 244015 4 11.36 599671 20.0
Dodecanoic acid 11.93 8.4 ng 253182 4 11.36 599671 20.0
Octadecanoic acid 12.69 9.0 ng 143986 5 13.99 318501 20.0

8270-BF122215_.M Thu Dec 24 16:45:42 2015 Page: 23



