LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092037.D

Aca On : 29 Dec 2016 21:20

Operator : UM/SJ

Sample : H6301-08

Misc :

ALS Vial : 23 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-BF122116.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 4.190 181 184 191 rVB3 53584 131485 2.56% 0.223%
2 4.304 191 194 202 rVB3 55156 109181 2.13% 0.185%
3 4.590 215 219 220 rBV 43494 64689 1.26% 0.110%
4 4.830 238 240 244 rBV 781626 1013350 19.76% 1.720%
5 4.899 244 246 251 rVB2 37317 69160 1.35% 0.117%
6 5.230 272 275 276 rBV2 65970 99117 1.93% 0.168%
7 5.299 279 281 283 rBVY 3141144 3225710 62.89% 5.476%
8 5.424 290 292 297 rVB5 31352 78259 1.53% 0.133%
9 5.527 297 301 304 rVvVv5 30920 72455 1.41% 0.123%
10 5.584 304 306 309 rVB 46986 65509 1.28% 0.111%
11 5.676 312 314 316 rBV2 36120 57706 1.13% 0.098%

12 5.836 325 328 331 rBv2 102892 198115 3.86% 0.336%
13 5.904 331 334 340 rVB6 32044 117893 2.30% 0.200%

14 5.996 340 342 344 rBV3 27853 60851 1.19% 0.103%
15 6.110 349 352 353 rvv2 45901 75453 1.47% 0.128%
16 6.144 353 355 357 rvB 60384 76913 1.50% 0.131%
17 6.202 357 360 362 rBv4 27912 56596 1.10% 0.096%

18 6.293 366 368 369 rBV 80114 112063 2.18% 0.190%
19 6.350 371 373 380 rvB 1802027 1831162 35.70% 3.108%
20 6.465 380 383 386 rBV 4243052 4007933 78.14% 6.803%

21 6.510 386 387 391 rvB2 48957 100131 1.95% 0.170%
22 6.647 395 399 401 rBvV2 79037 112201 2.19% 0.190%
23 6.693 401 403 405 rBV 1039450 1049794 20.47% 1.782%
24 6.853 414 417 419 rBV 2877379 3972895 77.46% 6.744%
25 6.945 423 425 427 rVB 302200 242967 4.74% 0.412%

26 7.036 430 433 436 rBV3 219572 368017 7.18% 0.625%
27 7.093 436 438 440 rBV3 47905 91447 1.78% 0.155%
28 7.139 440 442 447 rBV2 99193 175323 3.42% 0.298%
29 7.265 450 453 455 rVVv 3720413 4042758 78.82% 6.863%
30 7.299 455 456 458 rVB2 74206 95288 1.86% 0.162%

31 7.345 458 460 462 rBV3 139093 153244 2.99% 0.260%
32 7.390 462 464 468 rVB2 157207 250801 4._.89% 0.426%
33 7.470 468 471 472 rBvV 312795 309661 6.04% 0.526%
34 7.550 476 478 480 rBvV2 95475 143286 2.79% 0.243%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092037.D

Aca On : 29 Dec 2016 21:20

Operator : UM/SJ

Sample : H6301-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 7.653 483 487 490 rVB3 298383 620968 12.11% 1.054%

36 7.722 490 493 495 rBvV 205658 325130 6.34% 0.552%
37 7.756 495 496 497 rBvV 94696 79251 1.55% 0.135%
38 7.790 497 499 503 rVB5 120260 193264 3.77% 0.328%
39 7.916 506 510 513 rBV3 242097 471443 9.19% 0.800%
40 7.973 513 515 519 rBV 1433816 1850165 36.07% 3.141%

41 8.030 519 520 522 rVB 232791 173006 3.37% 0.294%
42 8.110 522 527 528 rBv4 85475 164165 3.20% 0.279%
43 8.225 532 537 538 rBv4 100390 157697 3.07% 0.268%
44 8.259 538 540 543 rVB4 90682 173880 3.39% 0.295%
45 8.339 545 547 548 rBvV2 73386 112479 2.19% 0.191%

46 8.362 548 549 552 rVvB2 140413 194278 3.79% 0.330%
47 8.453 552 557 560 rBve 181459 411390 8.02% 0.698%
48 8.510 560 562 563 rBvV 358827 312543 6.09% 0.531%
49 8.568 566 567 569 rBv2 58714 79273 1.55% 0.135%
50 8.602 569 570 572 rBvV2 83779 73497 1.43% 0.125%

51 8.648 572 574 575 rVB 119283 151311 2.95% 0.257%
52 8.682 575 577 579 rBV3 98274 174778 3.41% 0.297%
53 8.728 579 581 584 rBvV2 194135 317759 6.20% 0.539%
54 8.785 584 586 588 rBvV 665195 719497 14.03% 1.221%
55 8.865 591 593 595 rvB3 60871 88364 1.72% 0.150%

56 8.956 597 601 604 rBv4 173325 572851 11.17% 0.972%
57 9.013 604 606 607 rBvV 199615 178994 3.49% 0.304%
58 9.059 607 610 612 rVB 5439324 5128939 100.00% 8.706%
59 9.242 622 626 627 rBv2 183651 240086 4.68% 0.408%
60 9.276 627 629 631 rvB3 163307 236787 4.62% 0.402%

61 9.322 631 633 636 rBvV3 72051 114094 2.22% 0.194%
62 9.390 636 639 641 rBv3 398764 823061 16.05% 1.397%
63 9.425 641 642 643 rVB 201789 138326 2.70% 0.235%
64 9.459 643 645 648 rVB 197014 223458 4_36% 0.379%
65 9.505 648 649 650 rBvV 180098 151233 2.95% 0.257%

66 9.585 654 656 658 rBvV 401954 393197 7.67% 0.667%
67 9.676 662 664 666 rBvV 268533 317884 6.20% 0.540%
68 9.733 666 669 670 rBVY 1339642 1645149 32.08% 2.793%
69 9.813 674 676 677 rBv2 356654 346132 6.75% 0.588%
70 9.905 682 684 685 rBvV 139118 144124 2.81% 0.245%

71 9.973 688 690 691 rBvV 122589 187149 3.65% 0.318%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092037.D

Aca On : 29 Dec 2016 21:20

Operator : UM/SJ

Sample : H6301-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 10.019 692 694 695 rBv2 336743 352400 6.87% 0.598%
73 10.111 700 702 705 rvv3 757116 1077426 21.01% 1.829%
74 10.168 705 707 709 rVvVB3 347501 467857 9.12% 0.794%
75 10.271 714 716 718 rBVv3 199577 314506 6.13% 0.534%

76 10.305 718 719 721 rBV2 114055 167191 3.26% 0.284%
77 10.442 728 731 734 rBV3 198346 420253 8.19% 0.713%
78 10.522 734 738 741 rVB2 3038580 3799465 74.08% 6.450%
79 10.648 747 749 752 rBV3 118444 221825 4._.32% 0.377%
80 10.728 754 756 757 rBV 136263 151421 2.95% 0.257%

81 10.865 767 768 772 rBv4 204564 380246 7.41% 0.645%
82 11.059 783 785 786 rBv2 166991 177721 3.47% 0.302%
83 11.082 786 787 789 rVB2 369595 425664 8.30% 0.723%
84 11.208 796 798 800 rvB 1758318 1628396 31.75% 2.764%
85 11.768 845 847 850 rvB 478458 541475 10.56% 0.919%

86 12.442 905 906 913 rVvB7 106020 195576 3.81% 0.332%
87 12.545 913 915 926 rVB 490505 733737 14.31% 1.246%
88 12.797 934 937 940 rVB 3805698 4756346 92.74% 8.074%
89 13.379 986 988 990 rVvB 156303 194035 3.78% 0.329%
90 13.700 1014 1016 1022 rVB3 108052 181237 3.53% 0.308%

91 13.837 1026 1028 1031 rBV 1261929 1336436 26.06% 2.269%
92 15.220 1146 1149 1152 rBV 716975 955262 18.62% 1.622%

93 17.574 1352 1355 1357 rBv4 25407 57022 1.11% 0.097%
94 19.083 1483 1487 1491 rBV7 12223 57889 1.13% 0.098%
Sum of corrected areas: 58910401

8270-BF122116.M Fri Dec 30 10:46:30 2016 Page: 3



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF122916\

BF092037.D

29 Dec 2016 21:20

UM/SsJ

H6301-08

23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092037.D

Aca On : 29 Dec 2016 21:20

Operator : UM/SJ

Sample : H6301-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.83 19.31 ng 1013350 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 240 (4.830 min): BF092037.D (-238) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 4.40 4.60 4.80 5.00 5.20
...,....,....,....','::..,..:.|,....7,1-.9..,83:0..,...:,|...1.1?-.°..., m/z 59.10 57.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN S LR LR
59.0 440 460 480 500 520
0
150 a0 1010 m/z 101.10 18.86%
11 ‘. L1y Il 83'0 Il ‘
miz--> 0 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 440 460 480 5.00 520
5000 m/z 58.10 14 .82%
20.0 101.0
15.0 73.0 83.0
miz--> 0 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- T A e
59.0 440 460 4.80 5.00 5.20
m/z 41.10 8.85%
5000
41.0
et L SO0 L 730 86.0 .J.... PR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092037.D

Aca On : 29 Dec 2016 21:20

Operator : UM/SJ

Sample : H6301-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.46 Concentration Rank 1

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

6.46 76.36 ng 4007930 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
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 383 (6.465 min): BF092037.D (-380) (-) m/z 132.00 100.00%
132.0
5000 68.1
" 620 640 6.60 6.80
R B m/z 68.10 47 .66%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
5000 R AR R R
6.20 6.40 6.60 6.80
33.0 105.0 m/z 134.00 32.52%
"'M |'§%0'k”7%?'“8§P'J| J“" [rr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
A
74.0 6.20 640 6.60 6.80
5000 ggo 1160 m/z 65.95 29.74%
158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #13916: Benzene, 1,3,5-trifluoro- e
132.0 6.20 6.40 6.60 6.80
m/z 69.05 19.45%
5000
63.0 81.0
3]\-0 SQO ! ‘\‘ L | ‘\ | 99\0 ‘11%0 |
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092037.D

Aca On : 29 Dec 2016 21:20

Operator : UM/SJ

Sample : H6301-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 Benzene, 1,4-diethyl- Concentration Rank 18

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

6.94 4.63 ng 242967 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 95
2 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 94
3 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 93
4 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 91
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 90

Abundance Scan 425 (6.945 min): BF092037.D (-423) (-) m/z 105.10 100.00%
106.1 119.1
5000 134.1
91.1
77.0
39.1 510 65.0 | 6.60 6.80 7.00 7.20
Obrrprrrr e ettt bl e i Tm/Zz 119.10  99.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14328: Benzene, 1,4-diethyl-
1050 119.0
5000 134.0
91.0 6.60 6.80 7.00 7.20
770 m/z 134.10 46 .55%
reprerertgrbiree B e b boerer M M b e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105.0 119.0
R ARSI AR
6.60 6.80 7.00 7.20
5000 134.0 m/z 91.10 26 .45%
91.0
150 270 390 510 50 (7O
wmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14329: Benzene, 1,2-diethyl-
105.0 119.0 6.60 6.80 7.00 7.20
m/z 77.00 17.82%
5000 134.0
91.0
77.0
39.0 51.0
..,}?JQ,.?Z:?....‘,‘....i‘.‘...,(?‘?:(.),...‘l‘,....,a‘...,.‘”.,..‘.‘al....,..‘..,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092037.D

Aca On : 29 Dec 2016 21:20

Operator : UM/SJ

Sample : H6301-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Benzene, 1,2-diethyl- Concentration Rank 8

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

7.04 7.01 ng 368017 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 98
2 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 92
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 64
4 Benzene. tert-butvl- 134 C10H14 000098-06-6 55
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 49

Abundance Scan 433 (7.036 min): BF092037.D (-430) (-) m/z 105.05 100.00%
106.1 119.1
5000 83.1 134.1
39”0 55.0 || L i | || 6.80 7.00 7.20 7.40
..,....,....,....""l'l"' ||||..III|.“.|. |'|!'I|'"'|'="|""'|" m/z 119.10 85 _70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14324: Benzene, 1,2-diethyl- i
105.0 119.0
5000 :
91.0 1340 6.80 7.00 7.20 7.40
77.0 m/z 134.05 47 . 74%
50 270 P 40 &80 | [
[, | ! | | | | !
miz--> 1'0 % % 40 50 8 7 90 90 100 110 130 130 140
Abundance
1050 119.0
6.80 7.00 7.20 7.40
5000 134.0 m/z 83.10 46 .60%
91.0
77.0

27.0 410 52.0 65.0

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

Abundance #14330: Benzene, 1,3-diethyl-
105.0 119.0 6.80 7.00 7.20 7.40
m/z 90.95 39.75%
5000 134.0
27.0 39.0 77.0 910
R P L P
SN NS NS WA IS TR MU /NI | NN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092037.D

Aca On : 29 Dec 2016 21:20

Operator : UM/SJ

Sample : H6301-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 10

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

7.65 6.71 ng 620968 Naphthalene-d8 7.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 91
2 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 90
3 Benzene. 1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 87
4 Indan. 1l-methvl- 132 C10H12 000767-58-8 87
5 Benzene, l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 80

Abundance Scan 487 (7.653 min): BF092037.D (-483) (-) m/z 117.10 100.00%
117.1
5000 132.1
30.0 510 650 77.0 91|'° 1031 | | e 7.40 7.60 7.80 8.00
.w””,””“.m“m.ﬁ”wnnqmﬂw”mu“”ﬁﬁ““JJ“”%.HWH.QH. m/z 132.10 40.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13606: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000
1320 7.40 7.60 7.80 8.00
m/z 115.00 24 .61%
39.0 51.0 91.0
27.0 65.0 77.0
"I""I""'I""‘I""i‘*""IM"'I"'HI'"'I""ELIO'S'.'O'I'"HI""l‘l"""l""l"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117.0
7.40 7.60 7.80 8.00
5000 132.0 m/z 131.10 23.46%
27.0 39.0 51.0 65.0 77.0 91.0 103.0

WTWWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13588: Benzene, 1-ethenyl-4-ethyl-
117.0 7.40 7.60 7.80 8.00
m/z 91.00 13.74%

5000 132.0

91.0
51.0 77.0
150 27.0 390 >37 650 | 1030 || ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092037.D

Aca On : 29 Dec 2016 21:20

Operator : UM/SJ

Sample : H6301-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Benzene, (1-methyl-2-butynyl)- Concentration Rank 15

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

7.92 5.10 ng 471443 Naphthalene-d8 7.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1-methvl-2-butynvIl)- 144 C11H12 087712-69-4 76
2 1H-Indene. 1.1-dimethvl- 144 C11H12 018636-55-0 25
3 Naphthalene. 1.2-dihvdro-4-methvl- 144 C11H12 004373-13-1 25
4 Furfurvl alvcidvl ether 154 C8H1003 005380-87-0 18
5 1H-Indene, 1,3-dimethyl- 144 C11H12 002177-48-2 18

Abundance Scan 510 (7.916 min): BF092037.D (-506) (-) m/z 84.05 100.00%
.0 129.1

55.0 69.1

41.1
5000

7.60 7.80 8.00 8.20
m/z 81.10 95.68%

m/z--> 20 40 60 80 100 120 140 160
Abundance #19604: Benzene, (1-methyl-2-butynyl)-
129.0
5000 LI L L L L L L L BB |
510 144.0 7.60 7.80 8.00 8.20
: 77.0 m/z 129.05 89.44%
27.0 ‘ ‘ 640 | 102.0115.0 ‘
....,.k..¢..ﬁ.,$u.w‘.nn.ﬂh..t,uﬂ..rv...,..”
m/z--> 20 40 60 80 100 120 140 160
Abundance
129.0
7.60 7.80 8.00 8.20
5000 144.0 m/z 69.10 77.73%
150 00640770 10201150
e e e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #19612: Naphthalene, 1,2-dihydro-4-methyl- AR B e s
129.0 7.60 7.80 8.00 8.20
m/z 55.05 76.24%
5000 144.0
TR OV .t A Y S —
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092037.D

Aca On : 29 Dec 2016 21:20

Operator : UM/SJ

Sample : H6301-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 unknown8.45 Concentration Rank 19

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

8.45 4.45 ng 411390 Naphthalene-d8 7.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.3.5-trimethvl- 146 C11H14 000769-25-5 38
2 Benzolblthiophene. 2.3-dihvdro- 136 C8H8S 004565-32-6 38
3 Benzene. (ethenvlthio)- 136 C8H8S 001822-73-7 30
4 Benzaldehvde. 4-methoxv- 136 C8H802 000123-11-5 30
5 1H-Indene, 2,3-dihydro-4,6-dimet... 146 Cl11H14 001685-82-1 25

Abundance Scan 557 (8.453 min): BF092037.D (-552) (-) m/z 135.00 100.00%
135.0

5000

8.20 8.40 8.60 8.80
m/z 131.05 92 .97%

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

Abundance #20738: Benzene, 2-ethenyl-1,3,5-trimethyl-
131.0
146.0
5000 91.0
115.0 8.20 8.40 8.60 8.80
m/z 136.00 90.18%
S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
135.0
R o R RAREE R
8.20 8.40 8.60 8.80
5000 010 m/z 95.10 47.33%
39.0 63.0
26,0 77.0 108.0121.0
TWWWTWTWWWTWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15786: Benzene, (ethenylthio)-
135.0 8.20 8.40 8.60 8.80
m/z 67.10 39.17%
91.0
5000
51.0 77.0 109.0
e b et 40220 N —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092037.D

Aca On : 29 Dec 2016 21:20

Operator : UM/SJ

Sample : H6301-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 unknown8.96 Concentration Rank 9

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

8.96 6.96 ng 572851 Acenaphthene-d10 9.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. octahvdro-. cis- 124 C9H16 004551-51-3 38
2 Cvclopropane. tetramethvlpropvli... 138 C10H18 024519-04-8 38
3 Cvclohexene.l-propvl- 124 C9H16 002539-75-5 38
4 Cvclohexanol. l1l-ethynvl- 124 C8H120 000078-27-3 37
5 Fenchol, exo- 154 C10H180 022627-95-8 35

Abundance Scan 601 (8.956 min): BF092037.D (-597) (-) m/z 81.10 100.00%
81.1
5000
109.1
Al g5g o5.1 124.1 e
139.1 164.1 8.60 8.80 9.00 9.20
o} m/z 109.10 36.63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10338: 1H-Indene, octahydro-, cis-
670 810
96.0
5000 SNBSS SRR R
41.0 8.60 880 9.00 920
27.0 124.0 m/z 41_10 32.85%
.1.4'.0, .“l‘ i ‘.‘H. : \\‘ "‘l - "‘l 110.0 N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
81.0 123.0
iio 8.60 880 9.00 920
5000 ‘ m/z 69.10 26.86%
67.0
970 95.0 138.0
108.0
miz-> 20 40 60 8 100 120 140 160 180
Abundance #10307: Cyclohexene,1-propyl- A AT o
81.0 8.60 8.80 9.00 9.20
m/z 124.05 26.62%
5000 67.0
41.0 9.0 124.0
27.0 ‘ ‘
T |JJ'J|"' ”l"l“"ll%ngl R VN SN O AR SRR SR L
m/z--> 20 80 100 120 140 160 180 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092037.D

Aca On : 29 Dec 2016 21:20

Operator : UM/SJ

Sample : H6301-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Naphthalene, 2,7-dimethyl- Concentration Rank 6

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

9.39 10.01 ng 823061 Acenaphthene-d10 9.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 97
2 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 96
3 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 96
4 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 96
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96

Abundance Scan 639 (9.390 min): BF092037.D (- 636) ( ) m/z 156.10 100.00%
14

5000

9.00 9.20 9.40 9.60 9.80
m/z 141.10 92 .65%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27175: Naphthalene, 2,7-dimethyl-
156.0
5000 141.0
9.00 9.20 9.40 9.60 9.80
0 m/z 109.10 34.63%
510 115.0
S 4RV NS TS | —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156.0
141.0
B RE e
9.00 9.20 9.40 9.60 9.80
5000 m/z 155.10 29.34%
770 115.0
270 510 "~ 980
A I B i o B o o o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27193: Naphthalene, 1,4-dimethyl- S EARER RSERE RS e S
156.0 9.00 9.20 9.40 9.60 9.80
141.0 m/z 95.10 25.32%
5000
115.0
77.0 |
S/ SN/ X S W ' FNSN— PR ARG
m/z--> 20 40 60 80 100 120 140 160 180 900 9.20 940 9.60 9.80

8270-BF122116.M Fri Dec 30 10:46:38 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092037.D

Aca On : 29 Dec 2016 21:20

Operator : UM/SJ

Sample : H6301-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 1H-Inden-1-one, 5-amino-2,3... Concentration Rank 16

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

9.58 4.78 ng 393197 Acenaphthene-d10 9.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one. 5-amino-2.3-dihv... 147 C9H9NO 003470-54-0 64
2 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 53
3 1-Naphthalenamine. 5.6.7.8-tetra... 147 C10H13N 002217-41-6 46
4 Benzoic acid. 2.4.6-trimethvl- 164 C10H1202 000480-63-7 38
5 Ethyl o-methylbenzoate 164 C10H1202 000087-24-1 35

Abundance Scan 656 (9.585 min): BF092037.D (-654) (-) m/z 147.10 100.00%
4r.1
5000
920 9.40 9.60 9.80
m/z 141.10 96.29%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21619: 1H-Inden-1-one, 5-amino-2,3-dihydro-
147.0
5000
91.0 119.0 9.20 9.40 9.60 9.80
m/z 119.05 75.46%
w % ]
1l \H il \‘\ u il | ‘ ! ‘
miz--> 20 40 60 8 100 120 140 160 180
Abundance
141.0156.0
920 9.40 9.60 9.80
5000 m/z 156.10 T72.77%
76.0 115.0
270 510 ~ 910
miz--> 20 40 60 8 100 120 140 160 180
Abundance #21357: 1-Naphthalenamine, 5,6,7,8-tetrahydro-
119.0 9.20 9.40 9.60 9.80
147.0 m/z 118.05 66.61%
5000
39.0 65.0 91.0
.1.5.'O| I\l ; .“l“. .“l“.“l“.‘.‘l“l“‘l ; .“l‘.l“l‘. .Ul.‘l‘m .|‘l‘l. B e e e
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092037.D

Aca On : 29 Dec 2016 21:20

Operator : UM/SJ

Sample : H6301-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 5-Hydroxy-2-indolecarboxyli... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.02 4.28 ng 352400 Acenaphthene-d10 9.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Hvdroxv-2-indolecarboxvlic acid 177 CO9H7NO3 021598-06-1 50
N-T4-(Ethvl-methyl-amino)-phenvl.._. 192 C11H16N20 099981-45-0 38
3 Benzoic acid. 2-acetvl-3.6-dimet... 192 C11H1203 146950-86-9 38
4 2.6-Diisopropvlanisole 192 C13H200 002944-52-7 38
5 1,4-Benzenediamine, N,N"-bis(l-m... 192 C12H20N2 004251-01-8 35
Abundance Scan 694 (10.019 min): BF092037.D (-692) (-) m/z 159.10 100.00%
159.1
177.1
5000 o1 1331 1021
' 115.1 N e e
39.1 65.0 9.60 9.80 10.00 10.20 10.40

207.1 m/z 177.10 75.77%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40787: 5-Hydroxy-2-indolecarboxylic acid
159.0
177.0
5000 LI L L LB LB B B}
30.0 960 980 100010201040
s.0 760 1030 39 m/z 192.10  38.06%
m/z--> 20 40 O 80 100 120 140 160 180 200
Abundance
177.0
192.0 e o e e S
9.60 9.80 10.00 10.20 10.40
5000 m/z 133.10 35.90%
149.0
119.0
280 430 650 920 134.0
A o o e o o B o B B S0 e e e e o B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50167: Benzoic acid, 2-acetyl-3,6-dimethyl- e EREEmmamE R
177.0 9.60 9.80 10.00 10.20 10.40
m/z 91.10 31.22%
5000 192.0
43.0 77.0
‘ ‘ 10301 133.0149.0
,....,.w.“u. 28 v B v N | N
m/z--> 20 40 100 120 140 160 180 200 9. 60 9. 80 10. OO 10 20 10. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092037.D

Aca On : 29 Dec 2016 21:20

Operator : UM/SJ

Sample : H6301-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 unknownl10.11 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.11 13.10 ng 1077430 Acenaphthene-d10 9.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-1sopropviphenvlacetic acid 178 C11H1402 004476-28-2 46
2 Benzoic acid. 4-(1-methvlethvl)-... 178 C11H1402 020185-55-1 38
3 Benzene. 2-butenvl- 132 C10H12 001560-06-1 25
4 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 25
5 1H-Indene, 2,3-dihydro-5-nitro- 163 C9HO9NO2 007436-07-9 25
Abundance Scan 702 (10.111 min): BF092037.D (-700) (-) m/z 163.10 100.00%
168.1
117.1
5000 91.0 133.1
'9.80 10.00 10.20 1040
m/z 117.10 61.68%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #41008: 4- Isopropylphenylaceﬂc acid
17.0 163.0
5000 L R B B B
91.0 9.80 10.00 10.20 10.40
45.0 m/z 91.00 48.61%
2o 1 50, g IS0 | o
! I, by A 1l Ll
m/z--> ﬁo Jo eb éo 160 150 150 1éo 1éo 260
Abundance
163.0
o 5% 1000 1020 1040
5000 91.0 : 1470 m/z 160.10 46 .35%
410 990
75.0 179.0
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #13577: Benzene, 2-butenyl-
117.0 9.80 10.00 10.20 10.40
m/z 133.10 46.27%
91.0
5000
290 65.0
...,Nm.,.ﬂ:.ﬂy.., L,W..ﬂ,ﬁﬁﬁ?....“...,..”,.... N
m/z--> 20 40 100 120 140 160 180 200 980 10. oo 10 20 10 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092037.D

Aca On : 29 Dec 2016 21:20

Operator : UM/SJ

Sample : H6301-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknownl10.17 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.17 5.69 ng 467857 Acenaphthene-d10 9.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indole-3-carboxaldehvde. 2.3-... 161 C9H7NO2 078610-70-5 20
2 1-(4-Hvdroxvphenvlcvclopentanec... 206 C12H1403 091496-64-9 18
3 Pvridol3.4-dlpvrimidin-4(3H)-one... 161 C8H7N30 022389-82-8 15
4 Benzene. 1.2.3.4-tetramethvl-5-(... 176 C13H20 061142-67-4 14
5 3-Hydroxymethylene-2-indolinone 161 C9H7NO2 063273-23-4 14
Abundance Scan 707 (10.168 min): BF092037.D (-705) (-) m/z 161.10 100.00%
161.1
5000
9.80 10.00 10.20 10.40
m/z 105.00 68.25%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #30320: 1H-Indole-3-carboxaldehyde, 2,3-dihydro-2-oxo-
161.0
5000 SRR AR TN B
104.0 9.80 10.00 10.20 10.40
770 144.0 m/z 115.05 53.92%
51.0 ‘
Mo e
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
161.0
107.0 9.80 10.00 10.20 10.40
5000 m/z 148.10 48.81%
41.0
67.0 206.0
91.0 131.0
mz-> 40 60 80 100 120 140 160 180 200 220
Abundance #30242: Pyrido[3,4-d]pyrimidin-4(3H)-one, 3-methyl- B R EE N REEEE TS
161.0 9.80 10.00 10.20 10.40
m/z 177.10 48_.13%
5000
42.0
33.0
T "|"'M '?ﬁl?'ig[q' ”'ﬁqfl? T ""I' T H' IR S WL B
m/z--> 40 60 80 100 120 140 160 180 200 220 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092037.D

Aca On : 29 Dec 2016 21:20

Operator : UM/SJ

Sample : H6301-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknownl0.44 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.44 5.11 ng 420253 Acenaphthene-d10 9.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acrvlophenone. 2.2°.5"-trimethvl- 174 C12H140 016205-96-2 38
2 Pvrazine. tetraethvl- 192 C12H20N2 038325-19-8 38
3 1.4-Benzenediamine. N.N.N"-triet... 192 C12H20N2 024340-91-8 27
4 4H-1-Benzopvran-4-one. 2.3-dihvd... 192 C11H1203 017771-33-4 25
5 Bicyclo[3.3.0]Joctan-2-one, 7-neo... 192 C13H200 1000158-89-6 18
Abundance Scan 731 (10.442 min): BF092037.D (-728) (-) m/z 177.10 100.00%
177.1
5000
206.1 UL UL B SR BURE
10.20 10.40 10.60 10.80
m/z 133.10 57.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38665: Acrylophenone, 2,2',5'-trimethyl-
133.0 159.0
105.0
0 w0 70 0020 1040 1080 1080
m/z 159.10 55.05%
15.0
M H‘\% @ ‘ W MHIM\‘MI,JI{I S
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance
192.0
' 10.20 10.40 10,60 10.80
5000 m/z 192.10 54 _.35%
41.0
67.0
163.0
88.0 107.0 1330
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50452: 1,4-Benzenediamine, N,N,N"-triethyl- R R R e
177.0 10.20 10.40 10.60 10.80
m/z 174.10 53.26%
148.0
5000 81.0
106.0
0 | 0 o hd b b
”.,”..“.Nw..ﬂl.”llw.ﬂﬂ.ﬂwu.”‘.”.‘”U.“..w.. R N EEEE S s E R
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:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092037.D

Aca On : 29 Dec 2016 21:20

Operator : UM/SJ

Sample : H6301-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 unknownl10.86 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.86 4_.67 ng 380246 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 1-methvl-3-(formyIm... 138 C9H140 129993-40-4 43
2 4a-Methvl-1.2.4a.5.8.8a-hexahvdr... 148 C11H16 1000186-05-9 30
3 1H-Benzocvcloheptene. 2.4a.5.6.7... 204 C15H24 003853-83-6 25
4 Arthole 152 C10H160 1000281-70-0 18
5 Cyclohexene, l1l-methyl-3-vinyloxy- 138 C9H140 100144-30-7 18
Abundance Scan 768 (10.865 min): BF092037.D (-767) (-) m/z 94.10 100.00%

5000

172.1189.1

10.60 10.80 11.00 11.20
m/z 55.10 93.25%

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #16978: Cyclohexene, 1-methyl-3-(formylmethyl)-
95.0
67.0
5000 LA L L L L L L L L LB
123.0 10.60 10.80 11.00 11.20
41.0 m/z 95.10 82.33%
..‘l‘l,.“.“..ia..l.i?'.o...,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
94.0
R RERRE RS L
10.60 10.80 11.00 11.20
5000 m/z 41.10 55.30%
148.0
67.0
41.0 119.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58840: 1H-Benzocycloheptene, 2,4a,5,6,7,8,9,9a-octahydro-... R RERRE RS L
41.0 10.60 10.80 11.00 11.20

93.0 m/z 67.05 54.60%

5000 7

e

T T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092037.D

Aca On : 29 Dec 2016 21:20

Operator : UM/SJ

Sample : H6301-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknownl11.08 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.08 5.23 ng 425664 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3.5-trimethvl-2-(1-me... 160 C12H16 014679-13-1 38
2 Benzene. 4-(2-butenvl)-1.2-dimet... 160 C12H16 054340-86-2 30
3 1H-Inden-1-one. 2.3-dihvdro-3.3-... 160 C11H120 026465-81-6 27
4 1H-Indene. 2.3-dihvdro-4.5.7-tri... 160 C12H16 006682-06-0 18
5 1H-Indene, 2,3-dihydro-1,4,7-tri... 160 C12H16 054340-87-3 16
Abundance Scan 787 (11.082 min): BF092037.D (-786) (-) m/z 145.10 100.00%
93.1 146.1
5000
10.80 11.00 11.20 11,40
m/z 93.10 95.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #29452: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0
5000 L B B SUULE B
10 80 11. 00 11. 20 11.40
5. m/z 160.10 86.36%
770
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
145.0
10.80 11.00 11.20 11,40
5000 m/z 115.05 66.47%
91.0 115.0
15.0 390 650
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #29357: 1H-Inden-1-one, 2,3-dihydro-3,3-dimethyl- e e ERRES BE s
145.0 10.80 11.00 11.20 11.40
m/z 91.10 63.82%
5000
117.0
39.0 63.0 91.0 ‘
|||||‘||||‘||“|‘|||||N|||H‘||||||‘|‘|H|||“|‘|||‘|‘|||||||||||||||||||| R RN RS R
m/z--> 200 40 60 80 100 120 140 160 180 200 220 240 1080 1100 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092037.D

Aca On : 29 Dec 2016 21:20

Operator : UM/SJ

Sample : H6301-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.77 6.65 ng 541475 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 46
Abundance Scan 847 (11.768 min): BF092037.D (-845) (-) m/z 73.00 100.00%
431  73.0
5000 l
129.1
97.0 e e T
157.1 1851 2132 o, 11.40 11.60 11.80 12.00
L 841 m/z 43.10 93.85%
T - - 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 LN U SURELURE BRI RULRER
11.40 11.60 11. 80 12.00
1290 256.0 m/z 60.00 82.78%
I LI 15201710 10402130 i
m/z--> 25 Jo ' 80 100 150 140 160 180 200 220 250 2éo
Abundance
43.0 73.0
1140 11,60 11.80 12.00
5000 129.0 m/z 57.10 72.17%
970 199.0 242.0
157.0
IIII'"'I""I'"'I""I""I""I""'EI-'7'7(')"'""""I""II
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid R e EEaE L
73.0 11.40 11.60 11.80 12.00
43.0 m/z 41.10 71.27%
5000 129.0 b\J\‘J\v\VVJ~\ﬁk\ﬂf\d\\ﬂﬁ$wkv
15.0 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11. 80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092037.D

Aca On : 29 Dec 2016 21:20

Operator : UM/SJ

Sample : H6301-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 5
R.T. EstConc Area Relative to ISTD R.T.
12.55 10.98 ng 733737 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 25

Abundance Scan 915 (12.545 min): BF092037.D (-913) (-) m/z 43.10 100.00%

.0

5000

12.20 12.40 12.60 12.80
m/z 73.00 99.90%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
43.

%

5000 LA L L L L L L L L L
12.20 12.40 12.60 12.80
m/z 60.00 84_17%
1504
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
43.0 SRR EESE Sy LS
12.20 12.40 12.60 12.80
5000 129.0 m/z 57.05 82.29%
185.0
97.0 228.0
15.0 157.0
wmmﬁwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid T o S
43.0 73.0 12.20 12.40 12.60 12.80
m/z 55.10 72.01%
5000 129.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12. 40 12. 60 12. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122916\
Data File : BF092037.D

Acq On : 29 Dec 2016 21:20

Operator : UM/SJ

Sample : H6301-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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... 4.83 19.3 ng 1013350 1 6.69 1049790 20.0
unknown6 .46 6.46 76.4 ng 4007930 1 6.69 1049790 20.0
Benzene, 1,4-diet... 6.94 4.6 ng 242967 1 6.69 1049790 20.0
Benzene, 1,2-diet... 7.04 7.0 ng 368017 1 6.69 1049790 20.0
1H-Indene, 2,3-di... 7.65 6.7 ng 620968 2 7.97 1850170 20.0
Benzene, (1-methy... 7.92 5.1 ng 471443 2 7.97 1850170 20.0
unknown8 .45 8.45 4.5 ng 411390 2 7.97 1850170 20.0
unknown8 .96 8.96 7.0 ng 572851 3 9.73 1645150 20.0
Naphthalene, 2,7-... 9.39 10.0 ng 823061 3 9.73 1645150 20.0
1H-Inden-1-one, 5... 9.58 4.8 ng 393197 3 9.73 1645150 20.0
5-Hydroxy-2-indol... 10.02 4.3 ng 352400 3 9.73 1645150 20.0
unknown10.11 10.11 13.1 ng 1077430 3 9.73 1645150 20.0
unknown10.17 10.17 5.7 ng 467857 3 9.73 1645150 20.0
unknown10.44 10.44 5.1 ng 420253 3 9.73 1645150 20.0
unknownl10.86 10.86 4.7 ng 380246 4 11.21 1628400 20.0
unknownl11.08 11.08 5.2 ng 425664 4 11.21 1628400 20.0
n-Hexadecanoic acid 11.77 6.7 ng 541475 4 11.21 1628400 20.0
Octadecanoic acid 12.55 11.0 ng 733737 5 13.84 1336440 20.0
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