LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072016\
Data File : BF089149.D

Acq On : 20 Jul 2016 23:53

Operator : UM/SJ

Sample : H4112-02

Misc :

ALS Vial : 21 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-BF072016 .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
1 1.724 11 12 39 rvB 1114113 1688743 100.00% 5.473%
2 4.741 274 276 282 rBY 25761 50089 2.97% 0.162%
3 5.187 313 315 325 rBVY 756629 1082625 64.11% 3.509%
4 5.587 346 350 352 rvB2 16772 21228 1.26% 0.069%
5 5.656 352 356 360 rvB3 8028 20667 1.22% 0.067%
6 5.724 360 362 365 rBV3 20647 32056 1.90% 0.104%
7 5.793 365 368 370 rBV 14507 18868 1.12% 0.061%
8 5.839 370 372 375 rvB2 61192 91829 5.44% 0.298%
9 5.896 375 377 378 rBY 28534 33115 1.96% 0.107%
10 6.033 386 389 392 rBvY 32000 56326 3.34% 0.183%
11 6.113 392 396 398 rBvY 61894 68805 4._.07% 0.223%
12 6.147 398 399 402 rvVB 16974 20190 1.20% 0.065%
13 6.262 406 409 414 rBVY 946162 1239626 73.41% 4.018%
14 6.342 414 416 417 rBV 45249 85909 5.09% 0.278%
15 6.376 417 419 424 rVB 777942 1189821 70.46% 3.856%
16 6.456 424 426 427 rVB2 34274 41695 2.47% 0.135%
17 6.502 427 430 432 rBV3 9936 17727 1.05% 0.057%
18 6.559 432 435 436 rBV3 37233 91265 5.40% 0.296%
19 6.604 436 439 442 rVB2 246178 388248 22.99% 1.258%
20 6.673 442 445 446 rBV3 46643 88181 5.22% 0.286%

21 6.753 449 452 457 rVB 968264 1212078 71.77% 3.928%
22 6.867 457 462 465 rBv4 133920 291560 17.26% 0.945%
23 6.993 465 473 474 rBVS5 151443 247368 14.65% 0.802%
24 7.027 474 476 477 rBY 80765 93993 5.57% 0.305%
25 7.084 480 481 482 rBvV 31578 37393 2.21% 0.121%

26 7.164 482 488 493 rBvV2 527050 1351020 80.00% 4_379%
27 7.256 493 496 498 rVB2 197907 320468 18.98% 1.039%
28 7.324 498 502 504 rBV2 123146 274601 16.26% 0.890%
29 7.382 504 507 508 rBv2 128735 187922 11.13% 0.609%
30 7.404 508 509 512 rVB 266193 318738 18.87% 1.033%

31 7.462 512 514 516 rVB2 81987 149732 8.87% 0.485%
32 7.519 516 519 524 rBv4 322591 815789 48.31% 2.644%
33 7.599 524 526 527 rBV2 39799 49352 2.92% 0.160%
34 7.633 527 529 530 rBV 176724 178047 10.54% 0.577%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072016\
Data File : BF089149.D

Acq On : 20 Jul 2016 23:53

Operator : UM/SJ

Sample : H4112-02

Misc :

ALS Vial : 21 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-BF072016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 7.725 534 537 538 rBvV 172909 280632 16.62% 0.910%

36 7.770 538 541 545 rBv4 114660 352819 20.89% 1.144%
37 7.850 545 548 549 rBV2 149142 280389 16.60% 0.909%
38 7.885 549 551 553 rvv 602579 699311 41.41% 2.266%
39 7.942 5563 556 557 rvv3 107675 226428 13.41% 0.734%
40 7.965 557 558 562 rvv2 240260 365908 21.67% 1.186%

41 8.056 564 566 567 rBv2 149950 246231 14.58% 0.798%
42 8.102 568 570 572 rvB2 280236 305109 18.07% 0.989%
43 8.182 572 577 579 rBV5 305801 635069 37.61% 2.058%
44 8.227 579 581 582 rBvV2 82973 137840 8.16% 0.447%
45 8.330 587 590 594 rBV 1244092 1609374 95.30% 5.216%

46 8.433 597 599 600 rvv2 234765 244373 14.47% 0.792%
47 8.490 603 604 607 rvv3 151142 365541 21.65% 1.185%
48 8.582 611 612 614 rVB 307945 398327 23.59% 1.291%
49 8.627 614 616 617 rBvV 112356 141592 8.38% 0.459%
50 8.696 620 622 624 rVB3 157504 194239 11.50% 0.630%

51 8.810 629 632 633 rvv3d 236851 444396 26.32% 1.440%
52 8.867 635 637 639 rvv2 138740 205363 12.16% 0.666%
53 8.925 639 642 643 rvVV 1031663 1139743 67.49% 3.694%
54 8.970 643 646 648 rvVv 874009 1425672 84.42% 4.621%
55 9.050 648 653 656 rvv3 200888 552937 32.74% 1.792%

56 9.108 656 658 661 rvv3 126590 301413 17.85% 0.977%
57 9.165 661 663 665 rvB2 149108 243747 14.43% 0.790%
58 9.222 665 668 671 rBv2 270681 481633 28.52% 1.561%
59 9.302 673 675 676 rvV 217699 336756 19.94% 1.091%
60 9.325 676 677 679 rvv2 224591 358451 21.23% 1.162%

61 9.382 679 682 683 rvB2 522077 831598 49.24% 2.695%
62 9.496 690 692 694 rvv3 82150 104641 6.20% 0.339%
63 9.542 694 696 698 rvB2 208724 246801 14.61% 0.800%
64 9.633 701 704 706 rBV 524327 689485 40.83% 2.235%
65 9.679 706 708 711 rvB2 77609 124956 7.40% 0.405%

66 9.736 711 713 716 rVB2 90907 164051 9.71% 0.532%

67 9.793 716 718 719 rBV2 27477 40714 2.41% 0.132%
68 9.839 719 722 724 rVB2 127868 142920 8.46% 0.463%
69 9.873 724 725 726 rVB 90746 62252 3.69% 0.202%

70 9.908 726 728 730 rvB2 87817 119860 7.10% 0.388%
71 9.953 730 732 737 rVB3 80360 174657 10.34% 0.566%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072016\
Data File : BF089149.D

Acq On : 20 Jul 2016 23:53

Operator : UM/SJ

Sample : H4112-02

Misc :

ALS Vial : 21 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-BF072016-M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 10.033 737 739 742 rVB2 85355 124286 7.36% 0.403%
73 10.113 745 746 750 rVB4 42105 76496 4_.53% 0.248%
74 10.171 750 751 752 rBV 32474 23979 1.42% 0.078%
75 10.239 755 757 760 rVB3 15839 24932 1.48% 0.081%

76 10.296 760 762 764 rVB 154929 149033 8.83% 0.483%
77 10.411 770 772 775 rBV2 696858 876295 51.89% 2.840%
78 10.559 782 785 788 rvVv 149399 179376 10.62% 0.581%
79 10.616 788 790 794 rVB3 11936 22219 1.32% 0.072%
80 11.096 830 832 835 rBvV 444681 484003 28.66% 1.569%

81 11.416 854 860 867 rvB2 16055 39675 2.35% 0.129%
82 12.205 926 929 936 rBB 21837 59663 3.53% 0.193%
83 12.685 968 971 973 rBV 1388530 1393629 82.52% 4.517%
84 13.645 1051 1055 1059 rBV2 18803 56422 3.34% 0.183%

85 13.714 1059 1061 1064 rVB 441098 443730 26.28% 1.438%
86 14.571 1133 1136 1138 rBV 18701 20549 1.22% 0.067%
87 15.062 1176 1179 1182 rBV 329353 349699 20.71% 1.133%

Sum of corrected areas: 30854288
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072016\
Data File : BF089149.D

Acq On : 20 Jul 2016 23:53

Operator : UM/SJ

Sample : H4112-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF089149.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072016\
Data File : BF089149.D

Acq On : 20 Jul 2016 23:53

Operator : UM/SJ

Sample : H4112-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 2 unknown6.38 Concentration Rank 3

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

6.38 61.29 ng 1189820 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Xenon 132 Xe 007440-63-3 9
3 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H3N2 022291-85-6 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 419 (6.376 min): BF089149.D (-417) (-) m/z 132.00 100.00%

132
5000
68

40 4o 54 | 75 104 6.00 620 6.40 6.60 6.80
obrrih 285 2L 281 80 | St ML s 68.10  34.88%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal \\
132
5000 67 S NARBRLARSE RS RN
a1 97 6.00 6.20 6.40 6.60 6.80
53 17 m/z 134.00 33.15%

x
ol Los (Doe ] aes e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
_l—l_l_l_l_l—rl_l_l_

6.00 6.20 6.40 6.60 6.80

5000 m/z 66.05 22 .49%
66
126
o) MREEENEMNNEM [MMNIMSNSSMMMMNUMNMNNMSS— . ]S -
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!-
132 6.00 6.20 6.40 6.60 6.80

m/z 96.10 15.17%

5000
. 104
33 51 7( 90 117 ‘
e e

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80

o

8270-BF072016-M Thu Jul 21 16:36:53 2016 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072016\
Data File : BF089149.D

Acq On : 20 Jul 2016 23:53

Operator : UM/SJ

Sample : H4112-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 1-Ethyl-2,2,6-trimethylcycl... Concentration Rank 8

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

6.87 15.02 ng 291560 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethyl-2,2,6-trimethylcyclohexane 154 C11H22 071186-27-1 95
2 Cyclohexane, 1,1-dimethyl-2-propyl- 154 C11H22 081983-71-3 95
3 Citronellal 154 C10H180 000106-23-0 46
4 4-Octene, 2,3,6-trimethyl- 154 C11H22 063830-65-9 43
5 4-Decene, 5-methyl-, (E)- 154 C11H22 062338-51-6 41

Abundance Scan 462 (6.867 min): BF089149.D (-457) (-) m/z 69.10 100.00%
69
55
41
5000 83
111 T
| | | | 119 139 154 6.60 6.80 7.00 7.20
oberrerrrrerreprrrateer b e Ml e e kL Thzz B5.10 69.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27089: 1-Ethyl-2,2,6-trimethylcyclohexane
69
s >
5000 84 L A UL LU R
6.60 6.80 7.00 7.20
29 130 154 m/z 56.10 57.66%
11
O'W“'WHLM'J”“'J“L'JHL'4LL ”M"”ﬂ”'ﬁﬁéP”jP”W'”W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
69
a % R R N L A
6.60 6.80 7.00 7.20
5000 84 m/z 41.10 57.40%
29
. 97 111 15 139 154
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26635: Citronellal R e B
41 69 6.60 6.80 7.00 7.20
m/z 57.10 46.57%
55
5000 95
27 81 110 121
136 154
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072016\
Data File : BF089149.D

Acq On : 20 Jul 2016 23:53

Operator : UM/SJ

Sample : H4112-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Naphthalene, decahydro-, tr... Concentration Rank 11

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

6.99 12.74 ng 247368 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 95
2 Naphthalene, decahydro- 138 C10H18 000091-17-8 93
3 Cyclodecene 138 C10H18 003618-12-0 90
4 Cyclohexane, 1l-methyl-3-(1-methy... 138 C10H18 024399-15-3 81
5 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 81

Abundance Scan 473 (6.993 min): BF089149.D (-465) (-) m/z 67.10 100.00%
67
81 95 138
41
5000 55
109 A i —
| " | | || 123 6.60 6.80 7.00 7.20 7.40
Y N TSN O TR N 1 O S S NS S m/z 138.20 74.13%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16924: Naphthalene, decahydro-, trans-
67 138
82
41 %
5000 SRS VA LA R
55 6.60 6.80 7.00 7.20 7.40
27 109 m/z 68.10 71.66%
U RN AR ARARS RARAS RARRA N 7§J‘L'§?'*ml"'4""}?§'|"'“""
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
67 - 96 138
6.60 6.80 7.00 7.20 7.40
5000 41 55 m/z 95.10 68.80%
109
29
0 48 74 116123
NSRRI RS I UL LRI LA LRSS BN SRS SRR SR SRR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16851: Cyclodecene e
1 4 67 6.60 6.80 7.00 7.20 7.40
a1 m/z 81.10 65.90%
95
5000
138
21 110
0 -.~--h---4-k--NJ-L|-“l“75“HJ--w‘“ }03 "'W""I“"I"" SRR R LS R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072016\
Data File : BF089149.D

Acq On : 20 Jul 2016 23:53

Operator : UM/SJ

Sample : H4112-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknown7.26 Concentration Rank 17

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

7.26 9.17 ng 320468 Naphthalene-d8 7.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 46
2 2-Pentene, 3-methyl-, (2)- 84 C6H12 000922-62-3 38
3 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 30
4 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 30
5 Pentane, 3-methylene- 84 C6H12 000760-21-4 30

Abundance Scan 496 (7.256 min): BF089149.D (-493) (-) m/z 69.10 100.00%
43 SO
5000
700 720 7.40 7.60
Obrrrrrrr el m/z 55.10 86.66%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11590: Cyclohexane, 1,2,4-trimethyl-
55 69
41 111
5000 UL UL I L I
7 7.00 7.20 7.40 7.60
‘ 84 97 126 m/z 43.10 82 .00%
B A R KA R SRR RN AL AR AR ARSI RARAN RARAN LARAN LY
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
41
69 UL UL I L I
55 7.00 7.20 7.40 7.60
5000 o m/z 41.10 67.13%
27
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11589: Cyclohexane, 1,1,2-trimethyl- s B Rl B
a1 69 7.00 7.20 7.40 7.60
56 m/z 97.10 60.56%
5000 111
83 126
| ‘ \‘ ‘ [ “ %8
B A KA KA R SARAN RN AR AL AR RALRS RARAN RARAN LARAN LY UL IR I L I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072016\
Data File : BF089149.D

Acq On : 20 Jul 2016 23:53

Operator : UM/SJ

Sample : H4112-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknown7.40 Concentration Rank 18

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

7.40 9.12 ng 318738 Naphthalene-d8 7.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 27
2 Sulfurous acid, nonyl 2-propyl e... 250 C12H2603S 1000309-12-0 27
3 Decane, 3-bromo- 220 C10H21Br 030571-71-2 27
4 Undecane, 5,7-dimethyl- 184 C13H28 017312-83-3 27
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 015932-80-6 25

Abundance Scan 509 (7.404 min): BF089149.D (-508) (-) m/z 57.10 100.00%
43 71
5000
7.00 720 7.40 7.60 7.80
o m/z 71.10 90.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48915: Nonane, 5-methyl-5-propyl-
57 71
43
85
5000 [ S L L
7.00 7.20 7.40 7.60 7.80
29 127 m/z 43.10 87 .19%
99 141
0 | ‘ | ‘ ‘\ . ull 1k | 113 : .
LU R LU SUEL LA DL DAL SURLELELA UL WAL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43
" 7.00 720 7.40 7.60 7.80
5000 57 m/z 41.10 86 .51%
85
29
Oy '?1 T |%%7"| ""1?%' T '%ql'l
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #76838: Decane, 3-bromo- A B
43 57 7.00 7.20 7.40 7.60 7.80
71 m/z 81.10 68.62%
85
5000 141
0'|""|'"'|""|"'9'7|""|""|""|""|""l AR L L R
m/z--> 20 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072016\
Data File : BF089149.D

Acq On : 20 Jul 2016 23:53

Operator : UM/SJ

Sample : H4112-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Cyclopentane, 1-methyl-2-(2... Concentration Rank 5

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

7.52 23.33 ng 815789 Naphthalene-d8 7.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1-methyl-2-(2-prop... 124 C9H16 050746-53-7 74
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 64
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 58
4 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 53
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 50

Abundance Scan 519 (7.519 min): BF089149.D (-516) (-) m/z 83.10 100.00%
55
5000 41 67
% 137 152 A A L UL L
100 125 7.20 7.40 7.60 7.80
o .~.~|.",..-..,.'...|,...-'. s | 'm/z 55.10 79.47%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10726: Cyclopentane, 1-methyl-2-(2-propenyl)-, trans-
55 8
41
5000 67 S AU L IS I
27 7.20 7.40 7.60 7.80
m/z 82.10 73.91%
ob it AL ol .9‘15, N —
m/z--> 20 40 60 80 100 120 140 160
Abundance
83
55
7.20 7.40 7.60 7.80
5000 m/z 67.10 48.63%
41 &7
29 154
Oy '?1 '%%1'|1?§'1?Z' R SR
m/z--> 20 40 60 80 100 120 140 160
Abundance #11583: Cyclohexane, (1-methylethyl)- R A RRRREEaE S
55 83 7.20 7.40 7.60 7.80
m/z 41.10 42 .35%
5000 a1
67
27 ‘ 126
0 }?I 'M' 'hm '“w‘l""'l‘l' '?z '%%1'|""' [rrrr oot L A L UL L
m/z--> 20 40 60 80 100 120 140 160 7.20 7.40 7.60 7.80

8270-BF072016-M Thu Jul 21 16:36:57 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072016\
Data File : BF089149.D

Acq On : 20 Jul 2016 23:53

Operator : UM/SJ

Sample : H4112-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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, 1l-methyl-4-(1-meth... Concentration Rank 15

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

7.77 10.09 ng 352819 Naphthalene-d8 7.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 68
2 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 64
3 Benzene, 1l-ethyl-4-(2-methylprop... 162 C12H18 100319-40-2 50
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 50
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 50

Abundance Scan 541 (7.770 min): BF089149.D (-538) (-) m/z 119.10 100.00%
119
5000
55 69 97 148
41 81 10 128 167 7.40 7.60 7.80 8.00 8.20
o} m/z 148_.10 22.22%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119
5000

7.40 7.60 7.80 8.00 8.20
m/z 55.10 20.00%

91 148
0 27 4151 65 77 1?5 133
T T T T T T T
m/z--> 20 40 60 80 100 120 140 160
Abundance
119
91 ML
7.40 7.60 7.80 8.00 8.20
5000 m/z 69.10 18.46%
41 77 148
ol 15 % °l 65 103 133
e A e m
m/z--> 20 40 60 80 100 120 140 160
Abundance #32302: Benzene, 1-ethyl-4-(2-methylpropyl)- R R RREEEEa
119 7.40 7.60 7.80 8.00 8.20
m/z 97.10 18.13%
5000
91 162
o 27 4l 51 65 77 105 1 131 147
T T T T e e e e e R maE e e
m/z--> 20 40 60 80 100 120 140 160 740 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072016\
Data File : BF089149.D

Acq On : 20 Jul 2016 23:53

Operator : UM/SJ

Sample : H4112-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Dodecane Concentration Rank 13

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

7.96 10.46 ng 365908 Naphthalene-d8 7.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 59
2 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 50
3 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 50
4 Octane, 1,1"-oxybis- 242 C16H340 000629-82-3 47
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 47

Abundance Scan 558 (7.965 min): BF089149.D (-557) (-) m/z 57.10 100.00%
g7
N R L IR I
98 163 7.60 7.80 8.00 8.20
85 113 145
ol il (122133 M54 C 178 g 7110 47.11%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38318: Dodecane
57
43
5000 71
85 7.60 7.80 8.00 8.20
‘ m/z 43.10 46.81%
: ..14,.».\..\,\»...1,..\»..,l..%?..lﬁ?,l.%?.
m/z--> 40 60 80 100 120 140 160 180
Abundance
57
760 7.80 800 820
5000 43 71 m/z 41.10 27.55%
29 9
15 83 113
e B L S U B WL S W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48876: Undecane, 6,6-dimethyl- R A B
57 7.60 7.80 8.00 8.20
71 m/z 70.10 13.28%
5000 43
113
o ‘\ l L 8 97 | 127 1M 170
m/z--> 20 Jo 60 85 100 120 140 160 180 760 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072016\
Data File : BF089149.D

Acq On : 20 Jul 2016 23:53

Operator : UM/SJ

Sample : H4112-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Cyclohexane, 2-butyl-1,1,3-... Concentration Rank 20

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

8.10 8.73 ng 305109 Naphthalene-d8 7.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 93
2 3-Tridecene, (2)- 182 C13H26 041446-53-1 81
3 3-Tridecene, (E)- 182 C13H26 041446-57-5 68
4 4-Nonene, 5-butyl- 182 C13H26 007367-38-6 62
5 Cyclopentane, propyl- 112 C8H16 002040-96-2 52

Abundance Scan 570 (8 102 min): BF089149.D (-568) (-) m/z 69.10 100.00%

5000

7.80 8.00 8.20 8.40

(0} m/z 57.10 87 .54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47295: Cyclohexane, 2-butyl-1,1,3-trimethyl-
69
41 55
5000 LI L L L L B LB BN |
29 83 97 7.80 8.00 8.20 8.40
0
‘ 112 196 167 182 m/z 55.10 74 _.59%
MBI S S S = s S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
41
R R REREEEE s R
> 7.80 8.00 8.20 8.40
5000 29 69 m/z 41.10 64._73%
83
97
ol 15 111 125 139 154 182
A o o o o o B B O LA e e o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47272: 3-Tridecene, (E)- R EEmaE EE e e !
41 7.80 8.00 8.20 8.40
55 m/z 56.10 59.84%
69
5000 29
83
o 182
obs Ll WL e aseaes M2 el
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8. OO 8. 20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072016\
Data File : BF089149.D

Acq On : 20 Jul 2016 23:53

Operator : UM/SJ

Sample : H4112-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknown8.18 Concentration Rank 6

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

8.18 18.16 ng 635069 Naphthalene-d8 7.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,1"-methylenebis- 180 C13H24 003178-23-2 49
2 Cyclopentane, 1-methyl-2-(2-prop... 124 C9H16 050746-53-7 45
3 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 43
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 43
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 43

Abundance Scan 577 (8.182 min): BF089149.D (-572) (-) m/z 83.10 100.00%
5000
7.80 800 820 840 8.60
0 m/z 55.10 88.11%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45733: Cyclohexane, 1,1'-methylenebis-
55 83
41
5000 LA AN LS AR B
67 7.80 8.00 8.20 8.40 8.60
96 180 m/z 82.10 61.50%
0 ‘ N T ‘ 109 123 137 152
miz--> %4 6 80 100 130 140 1% 180
Abundance
55 83
41 AR AN R R
7.80 8.00 8.20 8.40 8.60
5000 67 m/z 41.10 50.19%
27
o B 9 109 124
miz--> 20 40 60 80 100 120 140 160 180
Abundance #36844: Cyclohexane, (4-methylpentyl)- R e A B s
83 7.80 8.00 8.20 8.40 8.60
55 m/z 119.10 41.94%
5000
41
- 67
et bl T 200 125 140 153 208 AV T UL
m/z--> 20 40 60 80 100 120 140 160 180 780 8.00 8.20 840 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072016\
Data File : BF089149.D

Acq On : 20 Jul 2016 23:53

Operator : UM/SJ

Sample : H4112-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Octane, 2,3,6-trimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
8.33 46.03ng 1609370  Naphthalene-ds8 7.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 octane, 2,3,6-trimethyl- 156 Cl1H24 062016-33-5 78

1000309-38-4 64
1000309-19-9 64
000075-83-2 59

1000309-20-2 59

2 Oxalic acid, 2-ethylhexyl ethyl ... 230 C12H2204
3 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S
4 Butane, 2,2-dimethyl- 86 C6H14

5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S

Abundance Scan 590 (8.330 min): BF089149.D (-587) (-) m/z 57.10 100.00%
57 71
43
5000
85 113 800 820 840 860
99 125 . . . .
Ol bl il 2P ) 0 145156169 183 198 m/z 71.10  86.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28447: Octane, 2,3,6-trimethyl-
57
43 &
5000 TT [T T I T [T T T T[T T T T[T TTT]
8.00 8.20 8.40 8.60
29 m/z 43.10 57.73%
113
et Bz 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
71
L B e
8.00 8.20 8.40 8.60
5000 43 m/z 41.10 36.56%
29
83 112
101 132 187
ol el e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #218547: Sulfurous acid, 2-ethylhexyl hexadecyl ester R R mEEEE
57 8.00 8.20 8.40 8.60
71 m/z 56.10 21.61%
5000
43
85 113
29
Jo 2 L P | 127 141 155 a6 225
AL e e MM R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.00 8.20 8.40 8.60

8270-BF072016-M Thu Jul 21 16:37:01 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072016\
Data File : BF089149.D

Acq On : 20 Jul 2016 23:53

Operator : UM/SJ

Sample : H4112-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 1-Ethyl-3-methylcyclohexane... Concentration Rank 14

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

8.49 10.45 ng 365541 Naphthalene-d8 7.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 52
2 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 52
3 Cyclohexane, l1l-ethyl-1-methyl- 126 C9H18 004926-90-3 50
4 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 50
5 Ethanone, 1-(1-methylcyclohexyl)- 140 C9H160 002890-62-2 47

Abundance Scan 604 (8.490 min): BF089149.D (-603) (-) m/z 97.10 100.00%
o7
55
5000
820 840 860 880
01 m/z 55.10 60.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11612: 1-Ethyl-3-methylcyclohexane (c,t)
97
55
5000 U LR S U
8.20 8.40 8.60 8.80
41 69 126 m/z 69.10 30.75%
29 81
0 .}‘},.‘.‘..‘i“‘...‘l,.‘:“..,‘....,.1.;.1.,....,....,....,....,.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 97
820 840 860 880
5000 m/z 145.10 28 .33%
4 69 126
29 81 11
S S S S0 B L WL L LIS B W
m/z--> 20 40 60 80 100 120 140 160 180 200 0
Abundance #11605: Cyclohexane, 1-ethyl-1-methyl- T B e R
55 o7 8.20 8.40 8.60 8.80
m/z 41.10 24 _54%
5000
” 4l 69
0 '}?I""I""I""?{"'I'%%{I%zp"l""I""I""I' U LR S
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072016\
Data File : BF089149.D

Acq On : 20 Jul 2016 23:53

Operator : UM/SJ

Sample : H4112-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknown8.58 Concentration Rank 12

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

8.58 11.39 ng 398327 Naphthalene-d8 7.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 42
2 1H-Indene, 2,3-dihydro-1,1,5-tri... 160 C12H16 040650-41-7 38
3 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 30
4 Benzene, (1,3-dimethyl-2-butenyl)- 160 C12H16 050704-01-3 30
5 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 30

Abundance Scan 612 (8.582 min): BF089149.D (-611) (-) m/z 145.10 100.00%
7 145
5000 /‘\\/W\/\AJ\/\W
160 A'w'“l“'w'“'w'“l“
179 199 8.20 8.40 8.60 8.80 9.00
o} m/z 57.10 93.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30940: Naphthalene, 1,2,3,4-tetrahydro-1,8-dimethyl-
145
5000 NSNS AR
8.20 8.40 8.60 8.80 9.00
160 m/z 71.10 74 .57%
15 27 39 51 65 77 o1 1051}? 1%? |
0:::‘: |‘|||||‘|| l‘.‘....‘...‘..l‘................
miz--> 20 40 60 80 100 120 140 160 180
Abundance
145
820 840 8.60 8.80 9.00
5000 m/z 43.10 65.95%
15 27 39 51 g3 77 91 105115 128 10
O T e S T T I T B
miz--> 20 40 60 80 100 120 140 160 180
Abundance #30890: Benzene, 1-(2-butenyl)-2,3-dimethyl- T
145 8.20 8.40 8.60 8.80 9.00
m/z 41.10 56.11%
5000 160
91 105175 130
39 77
SRR Tt YR P N AN B (cotthatt it
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80 9.00

8270-BF072016-M Thu Jul 21 16:37:03 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072016\
Data File : BF089149.D

Acq On : 20 Jul 2016 23:53

Operator : UM/SJ

Sample : H4112-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknown8.81 Concentration Rank 10

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

8.81 12.89 ng 444396 Acenaphthene-d10 9.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 47
2 Cyclohexane, hexyl- 168 C12H24 004292-75-5 47
3 Cyclohexane, butyl- 140 C10H20 001678-93-9 47
4 Heptylcyclohexane 182 C13H26 005617-41-4 40
5 Cyclohexane, eicosyl- 364 C26H52 004443-55-4 38

Abundance Scan 632 (8.810 min): BF089149.D (-629) (-) m/z 83.10 100.00%
83
5000 o5
147188 ,182 ° 840 860 8.80 9.00 9.20
ol 194 m/z 82.10 77.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11596: Cyclohexane, (1-methylethyl)-
83
55
5000 a1 RN RN RS R
8.40 8.60 8.80 9.00 9.20
67 m/z 55.10 51.36%
27 126
O '|'t"'hm 'NLI"j"I‘l'gq |'%%¥ [rrrrfrrrrpr
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
55 83
8.40 8.60 8.80 9.00 9.20
5000 41 m/z 129.10 33.20%
29 67
168
14 97 111
S L S S L U L B L UL WL I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17969: Cyclohexane, butyl- Al AREEE RS
83 8.40 8.60 8.80 9.00 9.20
m/z 57.10 31.44%
55
5000
41
140
29
0 15‘”\\“97111
m/z--> 20 40 80 100 120 140 160 180 840 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072016\
Data File : BF089149.D

Acq On : 20 Jul 2016 23:53

Operator : UM/SJ

Sample : H4112-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Trichloroacetic acid, penta... Concentration Rank 7

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

9.05 16.04 ng 552937 Acenaphthene-d10 9.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 72
2 7-Tetradecene, (2)- 196 C14H28 041446-60-0 70
3 7-Tetradecene, (E)- 196 C14H28 041446-63-3 70
4 6-Tetradecene, (E)- 196 C14H28 041446-64-4 64
5 7-Tetradecene 196 C14H28 010374-74-0 62

Abundance Scan 653 (9.050 min): BF089149.D (-648) (-) m/z 83.10 100.00%
41
5000
140 ;ox 173 193 210 880 9.00 920 9.40
bl m/z 55.10 95.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #197885: Trichloroacetic acid, pentadecyl ester
43 57
69 83
97
5000 URRBE UL L R
111 8.80 9.00 9.20 9.40
195 m/z 69.10 94 .52%
ol .-‘-‘-l‘. Ll L il -‘i“. i b 20153 167 182 210
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
41 55
69 URRBE UL N RN
8.80 9.00 9.20 9.40
5000 29 83 m/z 57.10 79.09%
97
111 196
ol 15 125 140 153 168
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58300: 7-Tetradecene, (E)- T T T
43 55 g9 8.80 9.00 9.20 9.40
m/z 41.10 72.74%
83
5000 29
97
111 196
ol s L Wl Wy g 4 12> 140154168 S ——
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072016\
Data File : BF089149.D

Acq On : 20 Jul 2016 23:53

Operator : UM/SJ

Sample : H4112-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknown9.11 Concentration Rank 19

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

9.11 8.74 ng 301413 Acenaphthene-d10 9.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 38
2 Benzene, (1,3-dimethyl-2-butenyl)- 160 C12H16 050704-01-3 38
3 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 38
4 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 38
5 Benzene, 1-(1-methylethenyl)-2-(... 160 C12H16 005557-93-7 30

Abundance Scan 658 (9.108 min): BF089149.D (-656) (-) m/z 145.10 100.00%

57 145
5000

8.80 9.00 9.20 9.40

(o m/z 57.10 88.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30923: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)-
145
5000 160 LI L L L L L L B LB |
8.80 9.00 9.20 9.40
91 105115 130 m/z 71.10 56.65%
15 27 39 51 65 77
R M v Y N TN N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
145
R R e R R RERE R
8.80 9.00 9.20 9.40
5000 m/z 133.10 51.41%
41 i 105 e 160
27 51 g7 7 130
O T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30890: Benzene, 1-(2-butenyl)-2,3-dimethyl- R R
145 8.80 9.00 9.20 9.40
m/z 43.10 49.09%
5000 160
91 105115 130
39 51 77
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9. 20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072016\
Data File : BF089149.D

Acq On : 20 Jul 2016 23:53

Operator : UM/SJ

Sample : H4112-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Naphthalene, 2,6-dimethyl- Concentration Rank 9

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

9.22 13.97 ng 481633 Acenaphthene-d10 9.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96

Abundance Scan 668 (9.222 min): BF089149.D (-665) (-) m/z 156.10 100.00%
1%6
141
5000
43 1 71 102 15 128 8.80 9.00 9.20 9.40 9.60
of m/z 141.10 74.74%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28472: Naphthalene, 2,6-dimethyl-
156
141
5000
8.80 9.00 9.20 9.40 9.60
o 77 115 128 m/z 155.10 38.62%
0 ..1.5, |2|7”3?| .“..,‘l ”HI |8|9”1IO|2| .‘. | .‘l‘..‘,‘. .‘H“ SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156
141
8.80 9.00 9.20 9.40 9.60
5000 m/z 115.05 15.65%
115 108
14 27 39 51 8 7T g9 405
miz--> 20 40 60 80 100 120 140 160 180
Abundance #28469: Naphthalene, 2,3-dimethyl- R B o
141 156 8.80 9.00 9.20 9.40 9.60
m/z 128.10 14 .63%
5000
, 115 g ‘
--1?.-2-7--3.9-?-1-.‘i-‘-‘1“.-559--1.0-2--‘-.-“-‘--‘.‘--l" S N
m/z--> 20 40 60 80 100 120 140 160 180 880 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072016\
Data File : BF089149.D

Acq On : 20 Jul 2016 23:53

Operator : UM/SJ

Sample : H4112-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Naphthalene, 1,6-dimethyl- Concentration Rank 16

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

9.30 9.77 ng 336756 Acenaphthene-d10 9.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97

Abundance Scan 675 (9.302 min): BF089149.D (-673) (-) m/z 156.10 100.00%
141 186

5000

9.00 9.20 9.40 9.60

43 63 76 96 167 182193 210

o e m/z 141.10  95.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28477: Naphthalene, 1,6-dimethyl-
156
141
5000

9.00 9.20 9.40 9.60
m/z 155.10 27 .74%

77 115 128
64
1527 3 St Ry e | Aol
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156
141
9.00 9.20 9.40 9.60
5000 m/z 115.10 19.57%
115
15 27 39 51 63 76 gg 10p | 128
SN TSP S S 1|
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28475: Naphthalene, 1,3-dimethyl- R A !
156 9.00 9.20 9.40 9.60
141 m/z 128.10 16.11%
5000
115
27 39 51 63 76 g9 102 | 128 |
e MMM A R nana e S
mz--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072016\
Data File : BF089149.D

Acq On : 20 Jul 2016 23:53

Operator : UM/SJ

Sample : H4112-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .38 6.38 61.3 ng 1189820 1 6.60 388248 20.0
1-Ethyl-2,2,6-tri... 6.87 15.0 ng 291560 1 6.60 388248 20.0
Naphthalene, deca... 6.99 12.7 ng 247368 1 6.60 388248 20.0
unknown7 .26 7.26 9.2 ng 320468 2 7.88 699311 20.0
unknown? .40 7.40 9.1 ng 318738 2 7.88 699311 20.0
Cyclopentane, 1-m... 7.52 23.3 ng 815789 2 7.88 699311 20.0
Benzene, 1l-methyl... 7.77 10.1 ng 352819 2 7.88 699311 20.0
Dodecane 7.96 10.5 ng 365908 2 7.88 699311 20.0
Cyclohexane, 2-bu... 8.10 8.7 ng 305109 2 7.88 699311 20.0
unknown8.18 8.18 18.2 ng 635069 2 7.88 699311 20.0
Octane, 2,3,6-tri... 8.33 46.0 ng 1609370 2 7.88 699311 20.0
1-Ethyl-3-methylc... 8.49 10.4 ng 365541 2 7.88 699311 20.0
unknown8 .58 8.58 11.4 ng 398327 2 7.88 699311 20.0
unknown8.81 8.81 12.9 ng 444396 3 9.63 689485 20.0
Trichloroacetic a... 9.05 16.0 ng 552937 3 9.63 689485 20.0
unknown9.11 9.11 8.7 ng 301413 3 9.63 689485 20.0
Naphthalene, 2,6-... 9.22 14.0 ng 481633 3 9.63 689485 20.0
Naphthalene, 1,6-... 9.30 9.8 ng 336756 3 9.63 689485 20.0
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