LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120616\
Data File : BF091468.D

Acq On : 6 Dec 2016 19:41

Operator : UM/SJ

Sample - H5836-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF112916.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 height area % max. total

5.030 237 240 245 rBV 1111082 1645823 33.20% 1.510%
5.236 255 258 260 rBV 76125 85547 1.73% 0.079%
rvB 3547999 4139372 83.50% 3.799%
5.601 288 290 292 rBV 108441 152151 3.07% 0.140%
5.647 292 294 295 rVB 100127 77868 1.57% 0.071%
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5.693 295 298 301 rvB2 67367 129234 2.61% 0.119%
5.762 301 304 306 rBV 93875 97539 1.97% 0.090%
rvB3 143578 260114 5.25% 0.239%
5.910 314 317 318 rBV 84618 133738 2.70% 0.123%
5.990 322 324 326 rVB 278584 312030 6.29% 0.286%
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11 6.047 326 329 331 rBv2 108709 204196 4.12% 0.187%
12 6.093 331 333 336 rvB2 236737 360598 7.27% 0.331%
13 6.150 336 338 339 rBV 253121 262390 5.29% 0.241%
14 6.184 339 341 346 rvB4 138611 390725 7.88% 0.359%
15 6.276 346 349 351 rBV 247956 342536 6.91% 0.314%

16 6.379 356 358 362 rBV2 422048 806116 16.26% 0.740%
17 6.482 362 367 369 rBV 3470458 4713280 95.07% 4_.326%
18 6.516 369 370 371 rVB 304840 209120 4.22% 0.192%
19 6.539 371 372 374 rVB 119517 142879 2.88% 0.131%
20 6.607 374 378 381 rBV 2913085 4716721 95.14% 4_.329%

21 6.699 383 386 388 rVB3 241784 350841 7.08% 0.322%
22 6.756 388 391 392 rBV2 92698 183792 3.71% 0.169%
23 6.790 392 394 395 rvv2 161497 263534 5.32% 0.242%
24 6.813 395 396 397 rvv 311671 339773 6.85% 0.312%
25 6.836 397 398 399 rvv 964387 1118331 22.56% 1.026%

26 6.870 399 401 402 rvv 995065 1232597 24.86% 1.131%
27 6.904 402 404 406 rvv 287099 447874 9.03% 0.411%
28 6.962 406 409 410 rVvv2 354323 854484 17.24% 0.784%
29 6.996 410 412 414 rVV 3089404 3569225 72.00% 3.276%
30 7.087 418 420 421 rVwv 279800 522455 10.54% 0.479%

31 7.122 421 423 425 rVWV 765999 1074699 21.68% 0.986%
32 7.156 425 426 428 rVv2 210858 234565 4.73% 0.215%
33 7.202 428 430 431 rVV2 249466 390750 7.88% 0.359%
34 7.236 431 433 435 rVVv2 646013 1177837 23.76% 1.081%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120616\
Data File : BF091468.D

Acq On : 6 Dec 2016 19:41

Operator : UM/SJ

Sample - H5836-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 7.327 439 441 442 rVWV 341882 532173 10.73% 0.488%

36 7.407 442 448 449 rVVv2 2615511 4957587 100.00% 4 _550%
37 7.430 449 450 453 rVvv2 711811 1209859 24.40% 1.110%
38 7.487 453 455 457 rVV3 1018432 1886317 38.05% 1.731%
39 7.567 457 462 464 rVVv2 876587 2689189 54.24% 2.468%
40 7.602 464 465 466 rvv 689633 842538 16.99% 0.773%

41 7.636 466 468 471 rVV3 1410336 3137981 63.30% 2.880%
42 7.693 471 473 474 rVWV 591672 1037571 20.93% 0.952%
43 7.773 475 480 482 rVV6 1544350 4000628 80.70% 3.672%
44 7.819 482 484 485 rVv2 772327 1184883 23.90% 1.087%
45 7.853 485 487 488 rVvVv 556925 984703 19.86% 0.904%

46 7.899 488 491 494 rVVv2 684149 2008845 40.52% 1.844%
47 7.956 494 496 498 rVv2 920762 1611431 32.50% 1.479%
48 8.013 498 501 502 rvv2 712154 1736044 35.02% 1.593%
49 8.070 504 506 509 rvv4 1036822 2834775 57.18% 2.602%
50 8.127 509 511 513 rVV 2146974 3574287 72.10% 3.280%

51 8.196 515 517 523 rvVv2 1366203 4708847 94.98% 4.321%
52 8.299 523 526 528 rvv2 696900 2011358 40.57% 1.846%
53 8.345 528 530 533 rvv2 1237568 2437815 49.17% 2.237%
54 8.425 534 537 539 rvv2 1340016 2603565 52.52% 2.389%
55 8.459 539 540 541 rvv 564838 680840 13.73% 0.625%

56 8.516 543 545 547 rvv2 667877 1417082 28.58% 1.301%
57 8.562 547 549 551 rVV 2455491 3316742 66.90% 3.044%
58 8.642 554 556 557 rvv 439537 717138 14.47% 0.658%
59 8.676 557 559 562 rvv2 847385 1712843 34.55% 1.572%
60 8.733 562 564 566 rvv3 470692 1227691 24.76% 1.127%

61 8.825 570 572 574 rVvV 661153 963586 19.44% 0.884%
62 8.882 574 577 578 rvv3 253337 490315 9.89%% 0.450%
63 8.916 578 580 583 rvv4 297119 836830 16.88% 0.768%
64 9.008 587 588 589 rvv 197115 234845 4.74% 0.216%
65 9.042 589 591 593 rvB2 435139 491371 9.91% 0.451%

66 9.156 599 601 603 rvv 1267393 1093211 22.05% 1.003%
67 9.202 603 605 608 rvB 2993892 3037146 61.26% 2.787%
68 9.293 610 613 615 rBv2 328985 599005 12.08% 0.550%
69 9.339 615 617 621 rVB3 194459 447858 9.03% 0.411%
70 9.408 621 623 624 rVB2 109794 109222 2.20% 0.100%

71 9.613 638 641 642 rvv2 807149 1212642 24.46% 1.113%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120616\
Data File : BF091468.D

Acq On : 6 Dec 2016 19:41

Operator : UM/SJ

Sample - H5836-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BF112916.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 9.636 642 643 646 rvB3 107591 117418 2.37% 0.108%
73 9.693 646 648 649 rBvV2 56996 74973 1.51% 0.069%
74 9.796 655 657 658 rvv 104127 107469 2.17% 0.099%
75 9.819 658 659 661 rvv 70087 94103 1.90% 0.086%

76 9.876 662 664 666 rvv 1224961 1142952 23.05% 1.049%
77 10.048 676 679 680 rBvV3 45629 94610 1.91% 0.087%
78 10.082 680 682 685 rvB 127383 139468 2.81% 0.128%
79 10.139 685 687 691 rVB2 147475 198836 4.01% 0.182%
80 10.196 691 692 694 rBv2 57470 77176 1.56% 0.071%

81 10.425 710 712 715 rBV3 53818 118667 2.39% 0.109%
82 10.539 719 722 724 rBV 259145 278373 5.62% 0.255%
83 10.665 730 733 735 rVV 2309713 2231824 45.02% 2.048%
84 10.802 742 745 749 rVB 290756 387926 7.82% 0.356%
85 11.271 784 786 788 rVB 142689 160254 3.23% 0.147%

86 11.362 792 794 797 rBv2 806703 1172883 23.66% 1.076%
87 11.431 798 800 802 rVvB 98653 76116 1.54% 0.070%
88 11.854 835 837 839 rBv2 74165 110963 2.24% 0.102%
89 11.888 839 840 843 rvv2 213449 323040 6.52% 0.296%
90 11.968 845 847 852 rvB2 164870 322088 6.50% 0.296%

91 12.574 898 900 902 rBV 758858 698509 14.09% 0.641%
92 12.677 907 909 910 rBvV2 110742 131348 2.65% 0.121%
93 12.791 917 919 922 rBV 345915 522951 10.55% 0.480%
94 12.951 931 933 935 rBV 1903062 2183778 44.05% 2.004%
95 13.042 935 941 943 rBV5 65856 221246 4._46% 0.203%

96 13.191 952 954 955 rBV 151930 140091 2.83% 0.129%
97 13.225 955 957 960 rvv2 151064 262073 5.29% 0.241%
98 13.431 973 975 979 rBvV2 250446 336508 6.79% 0.309%
99 13.991 1022 1024 1030 rBV2 794277 1303410 26.29% 1.196%
100 15.431 1148 1150 1151 rVB 344547 412831 8.33% 0.379%

Sum of corrected areas: 108963381
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120616\
Data File : BF091468.D

Acq On : 6 Dec 2016 19:41

Operator : UM/SJ

Sample - H5836-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF091468.D
3500000 5[45 648 7.00

3000000 6.61 7.41
2500000
2000000

1500000

5.03
1000000

500000

. Il -,
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50

Abundance TIC: BF091468.D
3500000 9.20

3000000 8.56
12.95

10.66

2500000{8:13
2000000

1500000

1000000

500000

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance TIC: BF091468.D
3500000

3000000

2500000

13.99
2000000

15.43
1500000
1000000

500000

0 ——— —————————— T ———— ]

T
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120616\
Data File : BF091468.D

Acq On : 6 Dec 2016 19:41

Operator : UM/SJ

Sample - H5836-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.03 29.43 ng 1645820 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 38
3 Ethanol, pentamethyl- 116 C7H160 000594-83-2 37
4 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
5 3-0Octanol 130 C8H180 020296-29-1 33

Abundance Scan 240 (5.030 min): BF091468.D (-237) (-) m/z 43.00 100.00%
43
59
5000
101 SR S AN R
460 4.80 5.00 5.20 5.40
111
e S0l Sl 69 7783 es | WLl 58700 57.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SR S AN
460 4.80 5.00 5.20 5.40
m/z 58.00 15.22%
25 31 37 | 83 g3 01
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
460 4.80 5.00 5.20 5.40
5000 m/z 101.10 14 .94%
43 101
15 3 53 69 83
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8134: Ethanol, pentamethyl- e
59 460 4.80 5.00 5.20 5.40
m/z 41.05 9.93%
5000
a1 83 101
3T s3] e
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120616\
Data File : BF091468.D

Acq On : 6 Dec 2016 19:41

Operator : UM/SJ

Sample - H5836-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
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 2 4-Octene, 2,6-dimethyl-, [S... Concentration Rank 14

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

6.38 14.42 ng 806116 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Octene, 2,6-dimethyl-, [S-(E)]- 140 C10H20 062960-76-3 68
2 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 64
3 Cyclohexane, 1,1,2,3-tetramethyl- 140 C10H20 006783-92-2 46
4 3-Decene 140 C10H20 019398-37-9 38
5 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 30

Abundance Scan 358 (6.379 min): BF091468.D (-356) (-) m/z 69.10 100.00%
55 69
41 125
5000
83 111
| 97 140 6.00 6.20 6.40 6.60 6.80
S e P | R TP S0 0 [ M m/z 55.10 92.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17372: 4-Octene, 2,6-dimethyl-, [S-(E)]-
55
69
5000 SRR ARESE AR
a1 6.00 6.20 6.40 6.60 6.80
83 m/z 56.05 59.99%
29 ‘ ‘ g7 111 140
'w“'w“mm“'v“w“m|“”ﬁ“w'LWH“P'“ﬂ“w;%h““L“w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
69
55 SSSEPERRASE S SRR R
M 11 6.00 6.20 6.40 6.60 6.80
5000 m/z 41.10 59.11%
83 126
27 97
15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #17375: Cyclohexane, 1,1,2,3-tetramethyl-
41 9
55
5000
125
83
H ‘ 97 111 140
”,”.W.HW.H.P.”P.”,”ﬁﬂn.w.”w.”hp.”ﬁ.”,””,”.ﬂ.”w

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

6.00 6.20 6.40 6.60 6.80

m/z 70.10 57 .58%

6.00 6.20 6.40 6.60 6.80

8270-BF112916.M Wed Dec
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120616\
Data File : BF091468.D

Acq On : 6 Dec 2016 19:41

Operator : UM/SJ

Sample - H5836-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
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 3 unknown6.61 Concentration Rank 1

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

6.61 84 .35 ng 4716720 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 378 (6.607 min): BF091468.D (-374) (-) m/z 132.00 100.00%
132
5000 68
0 5 |15 Tl b |l | o2 6w 5k 5k 70
ek e el i e et 2 2 | m/z 68.10  48.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132
5000 RARSERARSE AR A R
6.20 6.40 6.60 6.80 7.00
o6 104 m/z 66.00 32.63%
s ® T eo | oms
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 IR SR R
104 6.20 6.40 6.60 6.80 7.00
5000 m/z 134.00 32.17%
3,
errwwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine e e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 21.64%
5000
33 44 o g7 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120616\
Data File : BF091468.D

Acq On : 6 Dec 2016 19:41

Operator : UM/SJ

Sample - H5836-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
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 4 Tetradecane, 1l-chloro- Concentration Rank 11

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

6.96 15.28 ng 854484 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane, l1-chloro- 232 C14H29cClI 002425-54-9 53
2 Hexadecane 226 C16H34 000544-76-3 50
3 Hexatriacontane 507 C36H74 000630-06-8 50
4 Octane, 2,4,6-trimethyl- 156 Cl11H24 062016-37-9 50
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 47

Abundance Scan 409 (6.962 min): BF091468.D (-406) (-) m/z 57.10 100.00%
57
5000
85 e
112, .0 6.60 6.80 7.00 7.20
e m/z 43.10 59.34%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #77481: Tetradecane, 1-chloro-
57
91
5000 AR U U
6.60 6.80 7.00 7.20
29 I m/z 41.10 41.88%
e H H \Hg 147 175203 232
m/z--> 55 150 200 250 360 3%0 460 4éo 560
Abundance
57
660 680 7.00 7.0
5000 m/z 56.10 36.51%
85
29
113141169197 226
m/z--> 55 160 1éo 260 250 360 3%0 460 4%0 560
Abundance #169090: Hexatriacontane R e R AR
57 6.60 6.80 7.00 7.20
m/z 71.10 35.04%
5000
85
29
,113141169197225253 295 337365393 435463 506
m/z--> 55 160 1éo 260 2%0 360 350 400 4éo 560 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120616\
Data File : BF091468.D

Acq On : 6 Dec 2016 19:41

Operator : UM/SJ

Sample - H5836-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
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 6 2-Undecene, (E)- Concentration Rank 7

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

7.12 19.22 ng 1074700 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Undecene, (E)- 154 C11H22 000693-61-8 90
2 5-Undecene 154 C11H22 004941-53-1 86
3 Cyclopropane, 1,2-dibutyl- 154 C11H22 041977-32-6 80
4 Cyclohexane, 1,1-dimethyl-2-propyl- 154 C11H22 081983-71-3 76
5 1-Decene, 5-methyl- 154 C11H22 054244-79-0 76

Abundance Scan 423 (7.122 min): BF091468.D (-421) (-) m/z 55.10 100.00%
5

41
5000

6.80 7.00 7.20 7.40
m/z 69.10 82.06%

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

Abundance #25822: 2-Undecene, (E)-
41 55
29
5000 70 L B B B
6.80 7.00 7.20 7.40
83 154 m/z 56.10 70.03%
\ \ ;1126
SN G w0 N St .MM
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55
69 L e
6.80 7.00 7.20 7.40
5000 41 m/z 41.10 61.05%
154
83 97
111 125
Wwwrﬁmmﬂwmmwmﬁ
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25862: Cyclopropane, 1,2-dibutyl- R R mEEE
55 6.80 7.00 7.20 7.40
69 m/z 43.10 54 _.79%
5000 41
84 97 154
‘ ‘ | M1 oage
SN — | — || ¢ S N S AL A A <
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120616\
Data File : BF091468.D

Acq On : 6 Dec 2016 19:41

Operator : UM/SJ

Sample - H5836-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
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 7 Naphthalene, decahydro-, tr... Concentration Rank 6

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

7.24 21.06 ng 1177840 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 87
2 Cyclohexane, 1-methyl-4-(1-methy... 138 C10H18 001124-25-0 78
3 Spiro[4.5]decane 138 C10H18 000176-63-6 76
4 Cyclodecene 138 C10H18 003618-12-0 74
5 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 70

Abundance Scan 433 (7.236 min): BF091468.D (-431) (-) m/z 67.10 100.00%
g7
41 95
55 81 138
5000
L T 7 T ko
125 : : : :
.,....,....;!-...,':|..-.,..'! ol 103 e 306 Tm/z 41.10  69.86%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16319: Naphthalene, decahydro-, trans-
67 138
82
41 %
5000 R LR I I I
55 7.00 7.20 7.40 7.60
109 m/z 68.10 66 .60%
W'”W”'W””I””"'P”"”W'”W'”W”'&%%W”'I”” RS SR AR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
81 95
68 R UL I I I
55 7.00 7.20 7.40 7.60
5000 4 m/z 95.10 66.34%
109 138
123
R R RS AR RARLS RRARA RARLN RS RARAS LA UALAN LA LSS RARAS LA B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16254: Spiro[4.5]decane T
67 g 9 7.00 7.20 7.40 7.60
m/z 81.10 59.18%
138
5000 41 109
55
i
W'J“”'dh”fﬂ“P”MP”ww”'mm"”'”'&%%W”'“””I””P'”P” UL R I I L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.00 7.20 7.40 7.60

8270-BF112916.M Wed Dec 07 05:55:09 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120616\
Data File : BF091468.D

Acq On : 6 Dec 2016 19:41

Operator : UM/SJ

Sample - H5836-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
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 8 unknown7.49 Concentration Rank 18

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

7.49 10.55 ng 1886320 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 38
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 38
3 11-Tricosene 322 C23H46 052078-56-5 35
4 2,6-Pyrazinediamine 110 C4H6N4 041536-80-5 27
5 2,7-Octadiene, 4-methyl- 124 C9H16 1000061-78-0 25

Abundance Scan 455 (7.487 min): BF091468.D (-453) (-) m/z 55.10 100.00%
5000 83
3 N
109 133 ., 7.20 7.40 7.60 7.80
m/z 43.10 73.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #11246: Cyclopentane, (2-methylpropyl)-
41 69
5000 U UL I IR
7.20 7.40 7.60 7.80
111 m/z 41.10 69.63%
15 5
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
69 U UL IR UL
97 7.20 7.40 7.60 7.80
5000 m/z 69.10 51.10%
27 125

153169 196 224

wﬂmﬁmﬁwﬁwﬁmﬂ’rﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129062: 11-Tricosene B A RRREE R
43 7.20 7.40 7.60 7.80
m/z 83.10 47.09%

5000

83
111
| | 140 168 196 224243 266 294 322

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 7.20 7.40 7.60 7.80

8270-BF112916.M Wed Dec 07 05:55:10 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120616\
Data File : BF091468.D

Acq On : 6 Dec 2016 19:41

Operator : UM/SJ

Sample - H5836-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
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 9 unknown7.57 Concentration Rank 12

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

7.57 15.05 ng 2689190 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 43
2 Octane, 2-methyl- 128 C9H20 003221-61-2 38
3 Undecane, 5-methyl- 170 C12H26 001632-70-8 38
4 Octane, 4-methyl- 128 C9H20 002216-34-4 35
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 27

Abundance Scan 462 (7.567 min): BF091468.D (-457) (-) m/z 57.10 100.00%
43 g7
5000

71

7.20 7.40 7.60 7.80 8.00

LI
il |

152 166

SRS 8| P N 1 P ....,....;:'...,.'...,....,....,....,....,...., m/z 43.10 90.12%

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

Abundance #36176: Undecane, 3-methyl-
57
43

5000 71 LA L L L L L LB L L B
85 7.20 7.40 7.60 7.80 8.00
29 m/z 41.10 44 .24%

\‘ ‘ I, 9 112 126 141 155 170

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

Abundance
43
.
7.20 7.40 7.60 7.80 8.00
5000 57 m/z 71.10 37.61%
71
29 85
99 113 o8
mmmmmmmwm
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #36173: Undecane, 5-methyl- MR
43 7.20 7.40 7.60 7.80 8.00
57 m/z 56.10 28.00%
5000 71
85
112
\\ L L, 97 7" 126 140 155 170
rr e e e e R e e e e = o = I
mz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.20 7.40 7.60 7.80 8.00

8270-BF112916.M Wed Dec 07 05:55:11 2016

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120616\
Data File : BF091468.D

Acq On : 6 Dec 2016 19:41

Operator : UM/SJ

Sample - H5836-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
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 10 Decane, 3,7-dimethyl- Concentration Rank 9

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

7.64 17.56 ng 3137980 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 87
2 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 59
3 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 59
4 1-l1odo-2-methylnonane 268 C10H211 1000101-47-9 53
5 Hexadecane 226 C16H34 000544-76-3 53

Abundance Scan 468 (7.636 min): BF091468.D (-466) (-) m/z 57.10 100.00%
43
71
5000
85
% 135 740 7.60 7.80 8.00
o -,..-|..,.~...,..1?2.,1.2?..,-.1.59.,.1.79.,... m/z 43.10 89.31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36179: Decane, 3,7-dimethyl-
43 57
71
5000 R SRR I L R
29 85 7.40 7.60 7.80 8.00

m/z 71.10 60.10%

L “ 99 133 127 141 155 179

m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43 57 171
e LA mat e B
8 7.40 7.60 7.80 8.00
5000 > m/z 41.10 38.55%
29 126
98 111 140 154
L R e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45578: Undecane, 4,6-dimethyl- R Al BAmaE B s
57 7.40 7.60 7.80 8.00
43 m/z 85.10 35.22%
5000 71
8 113
..,.‘.‘..,“...‘l,..“..,l..:%,;...‘.,....1,41..#3.5,....,15.;4..
m/z--> 20 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00

8270-BF112916.M Wed Dec 07 05:55:12 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120616\
Data File : BF091468.D

Acq On : 6 Dec 2016 19:41

Operator : UM/SJ

Sample - H5836-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 trans-Decalin, 2-methyl- Concentration Rank 5

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

7.77 22.39 ng 4000630 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 76
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 60
3 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 58
4 Bicyclo[5.4.0]Jundecane (trans) 152 C11H20 021394-30-9 49
5 Cyclohexene, l-pentyl- 152 C11H20 015232-85-6 49

Abundance Scan 480 (7.773 min): BF091468.D (-475) (-) m/z 67.00 100.00%
67
55 81 g5 152
41

5000

7.40 7.60 7.80 8.00
m/z 152.15  84.83%

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

Abundance #24310: trans-Decalin, 2-methyl-
81
67
41 55 9 152
5000
137 740 7.60 7.80 8.00
29 109 m/z 81.10 77 .70%
L | L
.,....,....,l‘...,.m‘.,..‘l.l‘...‘.‘}.a..,.‘:.‘.,....,‘....,.‘a..,...a,....,.‘...,....,...
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
41 67
95
152 IIIIIIIIIIIIIIIIIIIIIII
55 81 7.40 7.60 7.80 8.00
5000 m/z 55.10 77.00%
137
109
123
mmnmﬂﬁmwmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #24317: 1-Methyldecahydronaphthalene R EEma T B
a9 67 7.40 7.60 7.80 8.00
81 95 152 m/z 95.10 75.18%
55
5000
137
109
) i
.,....,....l.‘...,‘l.l‘.,..‘l.i...‘a‘i.a..,‘.‘l..,....l‘....,.‘l..,...a,....,.‘...,....,...  RAREREE RS mas R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 740 7.60 7.80 8.00

8270-BF112916.M Wed Dec 07 05:55:12 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120616\
Data File : BF091468.D

Acq On : 6 Dec 2016 19:41

Operator : UM/SJ

Sample - H5836-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
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 12 unknown7.90 Concentration Rank 17

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

7.90 11.24 ng 2008850 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 35
2 4-Undecene, 3-methyl-, (E)- 168 C12H24 074630-59-4 30
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 30
4 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 27
5 Cyclopropane, 1,1,2,3-tetramethyl- 98 C7H14 074752-93-5 25

Abundance Scan 491 (7.899 min): BF091468.D (-488) (-) m/z 55.10 100.00%
97
5000
7 125 1511gg 760 7.80 800 820
m/z 43.10 77 .55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
71
5000 U R LN S R

7.60 7.80 8.00 8.20
m/z 57.10 77 .15%

\ 127 155 1835300 225 253 295 337

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55
R R R
83 7.60 7.80 8.00 8.20
5000 m/z 97.10 67.97%
29
112 139 168
mmrmmvmﬁwmwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #6643: Cyclohexane, 1,3-dimethyl-, trans- B e e
55 97 7.60 7.80 8.00 8.20
m/z 41.10 59.21%
5000
27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 7.60 7.80 8.00 8.20

8270-BF112916.M Wed Dec 07 05:55:13 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120616\
Data File : BF091468.D

Acq On : 6 Dec 2016 19:41

Operator : UM/SJ

Sample - H5836-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
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 13 1-Tetracosanol Concentration Rank 20

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

8.01 9.71 ng 1736040 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetracosanol 354 C24H500 000506-51-4 64
2 1-Hexacosanol 382 C26H540 000506-52-5 64
3 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 49
4 Octadecane, 1-(ethenyloxy)- 296 C20H400 000930-02-9 47
5 Octane 114 C8H18 000111-65-9 38

Abundance Scan 501 (8.013 min): BF091468.D (-498) (-) m/z 43.10 100.00%
5000
]121140 167 760 7.80 8.00 8.0 8.40
e B S B m/z 55.10 84.29%
m/z--> 150 200 250 300 350
Abundance #142901: 1-Tetracosanol
3
5000 83 SRR SRR SRR SR
7m 7.80 8.00 8.20 8.40
15 J " m/z 57.10  71.90%
|1 k \\dL | ,140 168 196 238 266 308 336
m/z--> 50 160 1%0 260 2éo 360 3%0
Abundance
43
760 7.80 8.00 8.0 8.40
5000 83 m/z 41.10 55.07%
18 111
63 139 168 196 224 252 278 308 336 364
m/z--> 55 160 150 200 250 300 3%0
Abundance #46868: 1-Octanol, 2-butyl- AR
3 7.60 7.80 8.00 8.20 8.40

m/z 97.10 44 _99%

5000 71

111
18 JlL]-JI | 140 168

m/z--> 50 100 150 200 250 300 350 7. 60 7.80 8. 00 8.20 8.40

8270-BF112916.M Wed Dec 07 05:55:14 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120616\
Data File : BF091468.D

Acq On : 6 Dec 2016 19:41

Operator : UM/SJ

Sample - H5836-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
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 14 unknown8.07 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.07 15.86 ng 2834780 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Decenal, (2)- 154 C10H180 002497-25-8 43
2 3-Undecene, 5-methyl- 168 C12H24 1000061-84-1 38
3 5-Undecene, 4-methyl- 168 C12H24 143185-91-5 38
4 Cyclopentane, l-ethyl-3-methyl- 112 C8H16 003726-47-4 27
5 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 18
Abundance Scan 506 (8.070 min): BF091468.D (-504) (-) m/z 55.10 100.00%

5000
135 147

97

162 7.80 8.00 8.20 8.40
m/z 83.10 64.87%

119

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25430: 2-Decenal, (2)-
4
55
29 70
5000 LI L L L B L
83 7.80 8.00 820 8.40
m/z 41.10 61.11%
‘ ‘ I, P10 5 1
S Y N Y Rl 2 A -~ M
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
55
I
83 7.80 8.00 8.20 8.40
5000 m/z 56.10 56.57%
41 69
29 9
7 111 126 139 157 168
L B e e B B )
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34749: 5-Undecene, 4-methyl- M
55 69 7.80 8.00 8.20 8.40
m/z 69.10 44 _37%
5000
41 83
29 97
125
i m‘ Il “ L 112 1553 153 19

m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40

8270-BF112916.M Wed Dec 07 05:55:15 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120616\
Data File : BF091468.D

Acq On : 6 Dec 2016 19:41

Operator : UM/SJ

Sample - H5836-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
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 15 Undecane, 2,5-dimethyl- Concentration Rank 4

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

8.20 26.35 ng 4708850 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 80
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 78
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 72
4 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 72
5 Dodecane, 6-methyl- 184 C13H28 006044-71-9 64

Abundance Scan 517 (8.196 min): BF091468.D (-515) (-) m/z 57.10 100.00%
g7
5000 43
71

85 98 113 147 7.80 8.00 820 8.40 8.60
e 2 136 147169 184 m/z 43.10 49.67%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45592: Undecane, 2,5-dimethyl-
57
5000 43 BN LI L L L L L L
71 7.80 8.00 820 8.40 8.60
m/z 71.10 27 .85%
29 g5 99 112
15 | \ L S2 T T 127 141 155 169 184
T T T e e e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57
R o A ARARE R
7.80 8.00 8.20 8.40 8.60
5000 43 n m/z 41.10 22 .28%
29 85
98 113 157 141 155 169 184
T T T T T T T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45584: Undecane, 2,6-dimethyl- R ERmEE B
57 7.80 8.00 820 8.40 8.60
m/z 56.10 14 _.43%
5000 43 71
98
29
Tl 8 | 113 157 141 155 169 184

m/z--> 20 40 60 80 100 120 140 160 180 7. 80 8.00 8. 20 8.40 8.60

8270-BF112916.M Wed Dec 07 05:55:15 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120616\
Data File : BF091468.D

Acq On : 6 Dec 2016 19:41

Operator : UM/SJ

Sample - H5836-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
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 1-lodo-2-methylundecane Concentration Rank 16

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

8.30 11.25 ng 2011360 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-lodo-2-methylundecane 296 C12H251 073105-67-6 52
2 Hexadecane 226 C16H34 000544-76-3 49
3 Eicosane 282 C20H42 000112-95-8 49
4 Octadecane 254 C18H38 000593-45-3 49
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 47

Abundance Scan 526 (8.299 min): BF091468.D (-523) (-) m/z 57.10 100.00%
g7
5000 4 71
95 133 SRR LR R R
147162 8.00 8.20 8.40 8.60
S i --' |--' i ll e e || M7z 43.10 0 79.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #114973: 1-lodo-2-methylundecane
43 57
5000 HRB RS LR R R
85 8.00 8.20 8.40 8.60
m/z 41.10 51.10%
2 99
(L% 127 154169 211 296
m/z--> 20 40 éo 80 100 120 140 1éo 180 200 220 240 260 280
Abundance
43 7
800 8.0 840 860
5000 m/z 71.10 47.18%
85
2 9 127 155 183197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane R R e e BARAE
43 57 8.00 8.20 8.40 8.60
m/z 85.10 32.56%
5000
85
'I?I”I“'ﬂI'N'WH"%ﬁ'J'ﬁ%?'l'lﬁs"”l""P"'l“"I"”I"'?ﬁg"l' IR LR R LR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120616\
Data File : BF091468.D

Acq On : 6 Dec 2016 19:41

Operator : UM/SJ

Sample - H5836-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
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 17 Cyclohexane, 2-butyl-1,1,3-... Concentration Rank 15

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

8.34 13.64 ng 2437820 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 94
2 6-Tridecene, (E)- 182 C13H26 006434-76-0 87
3 6-Tridecene, (2)- 182 C13H26 006508-77-6 87
4 Cyclopentane, butyl- 126 C9H18 002040-95-1 81
5 4-Trifluoroacetoxytridecane 296 C15H27F302 1000245-47-3 80

Abundance Scan 530 (8.345 min): BF091468.D (-528) (-) m/z 55.10 100.00%
5 ¢
5000
'8.00 820 840 8.60
m/z 69.10 97 .82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44157: Cyclohexane, 2-butyl-1,1,3-trimethyl-
69
s >
5000 AR SRR R R
29 83 o7 8.00 820 8.40 8.60
0
‘ 112 156 167 182 m/z 57.10 95 .35%
|||||||‘|‘|||“|||‘l‘|||“l‘||‘l‘|||‘||||“||]|-3lg||||||‘|||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
41 55 69
- '8.00 820 840 8.60
5000 83 m/z 56.10 79.83%
97
182
15 125 140 154
miz--> 20 40 60 80 100 120 140 160 180
Abundance #44139: 6-Tridecene, (2)- R EEEmaEE S B
41 55 8.00 8.20 8.40 8.60
69 m/z 41.10 75.37%
29
5000 83
a7
111 182
T }?I 'L "h"' ﬂ 1 'h"'lw”' 'J“ "‘*'ll'2§ '%%9"¥5?|' T A SR R A
m/z--> 20 40 60 80 100 120 140 160 180 8.00 820 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120616\
Data File : BF091468.D

Acq On : 6 Dec 2016 19:41

Operator : UM/SJ

Sample - H5836-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
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 18 2-Octenal, (E)- Concentration Rank 13

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

8.42 14.57 ng 2603570 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octenal, (E)- 126 C8H140 002548-87-0 64
2 Cyclohexane, (1-methylpropyl)- 140 C10H20 007058-01-7 59
3 2-Dodecenal, (E)- 182 C12H220 020407-84-5 52
4 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 50
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 50

Abundance Scan 537 (8.425 min): BF091468.D (-534) (-) m/z 55.10 100.00%
83
41
5000
o 97 137 AR AR AR SRR
121 166 177 8.00 820 8.40 8.60 8.80
dor 12t L WMt 19 77 83.10  70.54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10970: 2-Octenal, (E)-
29 5 70
39 83
5000 AR RN I I
8.00 820 8.40 8.60 8.80
m/z 41.10 56 .59%
=2 N ,‘iH , MM i
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
55 83
a1 800 820 840 860 880
5000 69 m/z 82.10 43.77%
29 111
140
15 o7 123
miz--> 20 40 60 80 100 120 140 160 180
Abundance #44030: 2-Dodecenal, (E)- A B
41 0 8.00 8.20 8.40 8.60 8.80
29 55 m/z 56.10 27.48%
83
5000
.
111
N O = S B s
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 840 860 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120616\
Data File : BF091468.D

Acq On : 6 Dec 2016 19:41

Operator : UM/SJ

Sample - H5836-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
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 19 Octane, 2,6-dimethyl- Concentration Rank 8

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

8.56 18.56 ng 3316740 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 72
3 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 72
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 72
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 53

Abundance Scan 549 (8.562 min): BF091468.D (-547) (-) m/z 57.10 100.00%
57
43 1
5000
e R e
%971B 8.20 840 8.60 8.80
o il A 123138 195155 168 183 198 | sz 71.10  56.92%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18443: Octane, 2,6-dimethyl-
57
43 71

5000 R R R
8.20 840 8.60 8.80

m/z 43.10 53.42%

113
15 ‘\ w‘ L B e T 127
”.,....w...,..”,....,”..,...w....,.”.,....“.
mz--> 40 60 80 100 120 140 160 180 200
Abundance
57
i
71 8.20 8.40 8.60 8.80
5000 43 m/z 41.10 27.35%
29
113
85 99 127 142
I S e R R
mz--> 20 40 60 80 100 120 140 160 180 200
Abundance #45585: Undecane, 6,6-dimethyl- R R RREEEEa
57 8.20 8.40 8.60 8.80
- m/z 56.10 20.61%
5000 43
113
‘\ \ AL 8% 97 || 127 1m 170
N e T
mz--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80

8270-BF112916.M Wed Dec 07 05:55:18 2016 Page: 22



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120616\
Data File : BF091468.D

Acq On : 6 Dec 2016 19:41

Operator : UM/SJ

Sample - H5836-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
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 20 1-Hexadecanol, 3,7,11,15-te... Concentration Rank 19

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

9.29 10.48 ng 599005 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol, 3,7,11,15-tetrame... 298 C20H420 000645-72-7 59
2 1-Decanol, 2-ethyl- 186 C12H260 021078-65-9 58
3 1-Pentadecene 210 C15H30 013360-61-7 43
4 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 38
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 38

Abundance Scan 613 (9.293 min): BF091468.D (-610) (-) m/z 57.10 100.00%

7

5000

119 B
145 173 193210 9.00 9.20 9.40 9.60

m/z 43.10 64 .06%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #116753: 1-Hexadecanol, 3,7,11,15-tetramethyl-

5000 4 L B L L
9.00 9.20 9.40 9.60
140 m/z 41.10 49_48%
26 | | 167 196210 252 280 298
e RAARRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R R B
9.00 9.20 9.40 9.60
m/z 55.10 49 _43Y%
5000 M 71 0
97
26 112 139154168
mwmmmwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #63048: 1-Pentadecene Al EEAE S R
43 9.00 9.20 9.40 9.60

m/z 71.10 34 .69%

5000

2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 9.00 9.20 9.40 9.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120616\
Data File : BF091468.D

Acq On : 6 Dec 2016 19:41

Operator : UM/SJ

Sample - H5836-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.03 29.4 ng 1645820 1 6.84 1118330 20.0
4-Octene, 2,6-dim... 6.38 14.4 ng 806116 1 6.84 1118330 20.0
unknown6 .61 6.61 84.3 ng 4716720 1 6.84 1118330 20.0
Tetradecane, 1-ch... 6.96 15.3 ng 854484 1 6.84 1118330 20.0
2-Undecene, (E)- 7.12 19.2 ng 1074700 1 6.84 1118330 20.0
Naphthalene, deca... 7.24 21.1 ng 1177840 1 6.84 1118330 20.0
unknown? .49 7.49 10.6 ng 1886320 2 8.13 3574290 20.0
unknown? .57 7.57 15.1 ng 2689190 2 8.13 3574290 20.0
Decane, 3,7-dimet... 7.64 17.6 ng 3137980 2 8.13 3574290 20.0
trans-Decalin, 2-_.. 7.77 22.4 ng 4000630 2 8.13 3574290 20.0
unknown7 .90 7.90 11.2 ng 2008850 2 8.13 3574290 20.0
1-Tetracosanol 8.01 9.7 ng 1736040 2 8.13 3574290 20.0
unknown8 .07 8.07 15.9 ng 2834780 2 8.13 3574290 20.0
Undecane, 2,5-dim... 8.20 26.4 ng 4708850 2 8.13 3574290 20.0
1-lodo-2-methylun... 8.30 11.3 ng 2011360 2 8.13 3574290 20.0
Cyclohexane, 2-bu... 8.34 13.6 ng 2437820 2 8.13 3574290 20.0
2-Octenal, (E)- 8.42 14.6 ng 2603570 2 8.13 3574290 20.0
Octane, 2,6-dimet... 8.56 18.6 ng 3316740 2 8.13 3574290 20.0

3

1-Hexadecanol, 3, ... 9.29 10.5 ng 599005 9.88 1142950 20.0
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