LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091792.D

Aca On : 20 Dec 2016 00:04

Operator : UM/SJ

Sample : H6126-02

Misc :

ALS Vial : 12 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-BF121716.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 4.247 186 189 192 rBvV2 92088 129191 1.73% 0.086%
2 4.921 245 248 252 rBVY 1072952 1321141 17.69% 0.875%
3 5.356 283 286 289 rBVY 3456376 3427589 45.89% 2.270%
4 5.516 299 300 304 rvB2 97277 109341 1.46% 0.072%
5 5.790 318 324 328 rBV4 131963 330749 4_.43% 0.219%
6 5.950 337 338 342 rBV3 79353 136318 1.82% 0.090%
7 6.030 342 345 347 rVV3 77122 146657 1.96% 0.097%
8 6.076 347 349 353 rVB3 77015 146014 1.95% 0.097%
9 6.247 363 364 366 rBV 171415 228815 3.06% 0.152%
10 6.327 369 371 372 rBV 118915 88432 1.18% 0.059%

11 6.362 372 374 375 rBV 145041 229166 3.07% 0.152%
12 6.407 375 378 381 rBv2 1702832 3073062 41.14% 2.035%
13 6.453 381 382 386 rvVB 213082 270029 3.62% 0.179%
14 6.533 386 389 391 rBV 5224650 5825679 77.99% 3.857%
15 6.579 391 393 394 rVB 132966 130358 1.75% 0.086%

16 6.602 394 395 397 rBV 130409 105187 1.41% 0.070%
17 6.636 397 398 401 rvB3 152097 189934 2.54% 0.126%
18 6.716 401 405 407 rBv4 346584 730552 9.78% 0.484%
19 6.762 407 409 410 rBV 1328599 1538565 20.60% 1.019%
20 6.785 410 411 415 rVB2 226902 311553 4_.17% 0.206%

21 6.842 415 416 418 rVB 215931 191138 2.56% 0.127%
22 6.922 420 423 424 rVB 3839126 5172912 69.25% 3.425%
23 6.956 424 426 429 rBV2 425577 814407 10.90% 0.539%
24 7.047 432 434 436 rVB2 240196 370891 4._.97% 0.246%
25 7.093 436 438 439 rBvV 181191 303287 4._.06% 0.201%

26 7.116 439 440 442 rVB 337019 323428 4_.33% 0.214%
27 7.173 442 445 446 rBV2 555408 822924 11.02% 0.545%
28 7.207 446 448 451 rVB3 334660 507044 6.79% 0.336%
29 7.276 451 454 456 rBV 1112473 1212664 16.23% 0.803%
30 7.333 456 459 460 rBV 3354483 4723637 63.24% 3.128%

31 7.356 460 461 462 rVB 498230 341786 4.58% 0.226%
32 7.379 462 463 465 rBvV2 168440 260623 3.49% 0.173%
33 7.413 465 466 470 rVvB4 607288 1079459 14.45% 0.715%
34 7.493 470 473 475 rBV3 358656 580211 7.77% 0.384%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091792.D

Aca On : 20 Dec 2016 00:04

Operator : UM/SJ

Sample : H6126-02

Misc :

ALS Vial : 12 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-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 7.539 475 477 479 rVB2 316890 326004 4_36% 0.216%

36 7.573 479 480 482 rVB2 291796 397159 5.32% 0.263%
37 7.630 482 485 486 rBvV 756067 992005 13.28% 0.657%
38 7.665 486 488 489 rBvV 237305 254278 3.40% 0.168%
39 7.722 489 493 496 rVB4 831509 1764996 23.63% 1.169%
40 7.767 496 497 499 rBV2 645688 1128146 15.10% 0.747%

41 7.870 503 506 509 rBV3 1031976 2763751 37.00% 1.830%
42 7.939 509 512 513 rvB2 523013 577689 7.73% 0.383%
43 7.985 515 516 519 rVB3 426309 643529 8.62% 0.426%
44 8.042 519 521 525 rBV3 2205937 5011766 67.10% 3.318%
45 8.145 529 530 533 rBv2 591697 958102 12.83% 0.634%

46 8.190 533 534 535 rBvV 241371 329170 4.41% 0.218%
47 8.225 535 537 538 rBvV 942672 1054529 14.12% 0.698%
48 8.270 538 541 543 rBV4 594621 1431601 19.17% 0.948%
49 8.316 543 545 550 rBV5 287291 780090 10.44% 0.517%
50 8.396 550 552 553 rvB 546030 456520 6.11% 0.302%

51 8.430 553 555 557 rVvB2 1015473 1615967 21.63% 1.070%
52 8.499 557 561 562 rBv3 905524 2120673 28.39% 1.404%
53 8.533 562 564 565 rBV 1561021 2067893 27.68% 1.369%
54 8.648 570 574 577 rBV5 989395 3194754 42._.77% 2.115%
55 8.705 577 579 580 rBvV2 623645 1115091 14.93% 0.738%

56 8.750 580 583 586 rvB3 2920572 5653746 75.69% 3.744%
57 8.830 586 590 591 rBV 3013786 5861796 78.48% 3.881%
58 8.853 591 592 595 rVB 1437788 2091479 28.00% 1.385%
59 8.922 595 598 600 rBv2 1088350 2914769 39.02% 1.930%
60 9.093 610 613 614 rBv3 1058830 2246116 30.07% 1.487%

61 9.128 614 616 618 rBV 3578644 4075636 54 .56% 2.699%
62 9.162 618 619 620 rBVY 1381368 1150928 15.41% 0.762%
63 9.482 644 647 652 rvB4 2537710 7469529 100.00% 4.946%
64 9.585 652 656 658 rBv3 2575371 6877184 92.07% 4 _.554%
65 9.631 658 660 661 rvVB 976718 1344158 18.00% 0.890%

66 9.802 672 675 677 rVB2 2624450 4191180 56.11% 2.775%
67 9.848 677 679 681 rBv2 1177215 2322762 31.10% 1.538%
68 9.985 689 691 693 rBv2 1149015 2142746 28.69% 1.419%
69 10.031 693 695 698 rvB3 1220068 1555269 20.82% 1.030%
70 10.373 721 725 727 rBV 3339258 5819174 77.91% 3.853%

71 10.453 730 732 733 rVV 1146121 1793767 24.01% 1.188%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091792.D

Aca On : 20 Dec 2016 00:04

Operator : UM/SJ

Sample : H6126-02

Misc :

ALS Vial : 12 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-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 10.488 733 735 737 rVV 1296960 1753358 23.47% 1.161%
73 10.533 738 739 743 rVB2 1247789 1841879 24.66% 1.220%
74 10.602 743 745 748 rVB2 3642383 5744332 76.90% 3.803%
75 10.659 748 750 753 rBV3 1092026 2305276 30.86% 1.526%

76 10.716 753 755 757 rBV3 1180719 1799879 24.10% 1.192%
77 10.808 760 763 765 rBV 1403773 2295247 30.73% 1.520%
78 10.842 765 766 767 rBV 1209155 1228275 16.44% 0.813%
79 11.174 793 795 797 rVB3 914558 1048892 14.04% 0.695%
80 11.288 803 805 807 rvv 1811227 1756195 23.51% 1.163%

81 11.356 809 811 814 rVB2 457226 557205 7.46% 0.369%
82 11.836 851 853 857 rvB3 606062 760678 10.18% 0.504%
83 11.962 863 864 865 rBvV 156785 120634 1.62% 0.080%
84 12.602 918 920 923 rVvB2 212061 279793 3.75% 0.185%
85 12.865 940 943 946 rBV 4552633 4864614 65.13% 3.221%

86 13.757 1019 1021 1030 rVB 157051 272837 3.65% 0.181%
87 13.905 1032 1034 1037 rVB 1461020 1339405 17.93% 0.887%
88 14.545 1088 1090 1096 rVB 126010 157300 2.11% 0.104%
89 14.751 1106 1108 1111 rVB 81067 118541 1.59% 0.078%
90 15.300 1154 1156 1159 rBV 724748 1117266 14.96% 0.740%

Sum of corrected areas: 151028301
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF121916\

BF091792.D

20 Dec 2016 00:04

UM/SsJ

H6126-02

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BF091792.D
8000000
6000000
6.53
6.92
4000000
5.36
6.41
2000000 6.76
4.92
. 4.25 jL 552 5.7%.880386 ‘* Hii
e e e A e e
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF091792.D
8000000
58
9.4858 4 g9 10.37
" .16 10.60
6000000 9 89@33
o 48 l oie 12.87
4000000 653 l ‘ 11.29
8.04 868 11.1
o “' i
AN 11.36
2000000 ”_:_}% “ O 11.84
NN 11,96 12.60
N
O B B A s A S A S R B o S B e e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF091792.D
8000000
6000000
4000000
2000000{ 13.91
15.30
76, 14.5514.75
O B T e R e e e D B B R S
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

8270-BF121716.

M Tue Dec 20 18:06:04 2016

Page: 4




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091792.D

Aca On : 20 Dec 2016 00:04

Operator : UM/SJ

Sample : H6126-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 10

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

4.92 17.17 ng 1321140 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 248 (4.921 min): BF091792.D (-245) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1
4.60 4.80 5.00 5.20
83.0
o Y | RN S m/z 59.10 60.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LI I L
59.0 460 480 500 520
m/z 101.10 21.56%
31.0 101.0
"w“'w'WW“““W“'w'“l““l“'E%QW'HW'H'VH'V'“P'”l““l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 460 4.80 500 520
5000 m/z 58.10 15.26%
20.0 101.0
15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 4.60 4.80 5.00 5.20
m/z 41.05 9.15%
5000 41.0
"w"“|'“'|“'Jhk'w'“”i'”'zﬁqw"“l'“'l“"v"w%???'“%?%q'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091792.D

Aca On : 20 Dec 2016 00:04

Operator : UM/SJ

Sample : H6126-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 2 unknown6.53 Concentration Rank 1

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

6.53 75.73 ng 5825680 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
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 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 389 (6.533 min): BF091792.D (-386) (-) m/z 132.00 100.00%
132.0
5000 68.0
400 | 9%.1 620 60 k0 oko
0 540 . . .
..,....,....-l'!...,:!..,::.-.|,..7:§',1....,..J.,%??:‘,’.l.l.?-,o....,"...,...., m/z 68.05 43.99%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IBESREURRRSEAREE AR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.79%
'W'“'A'MWJ'WH”'P'JI”?%Q”'P'”I”'W'”'P”'I“”I“'W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 m/z 66.10 26.71%
63.0 81.0
31.0 50.0 o1 0101.0 112.0
mmﬁmmmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13916: Benzene, 1,3,5-trifluoro- L L L L B
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.34%
5000
63.0 81.0
31\0 SQO ! ‘\‘ L | ‘\ | 10}0‘11%0 |
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091792.D

Aca On : 20 Dec 2016 00:04

Operator : UM/SJ

Sample : H6126-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 Cyclohexanol, 1,3-dimethyl-__._. Concentration Rank 18

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

6.96 10.59 ng 814407 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol. 1.3-dimethvl-. cis- 128 C8H160 015466-94-1 50
2 Butanal. 4-T(tetrahvdro-2H-pvran... 172 C9H1603 054911-85-2 45
3 2(3H)-Furanone. 5-heptvldihvdro- 184 C11H2002 000104-67-6 43
4 2H-Pvran., 2-(7-dodecvnvloxv)tetr... 266 C17H3002 016695-32-2 40
5 2(3H)-Furanone, dihydro-5-(2-oct... 196 C12H2002 018679-18-0 38

Abundance Scan 426 (6.956 min): BF091792.D (-424) (-) m/z 85.05 100.00%
84.0
71.1
5000 43.1
8.1 10?'1 12|7-11401 6.60 6.80 7.00 7.20
TR P L .. S — m/z 71.10  63.49%
m/z--> 20 40 60 80 100 120 140 160
Abundance #12220: Cyclohexanol, 1,3-dimethyl-, cis-
85.0
43.0 21.0
5000
6.60 6.80 7.00 7.20
270 58.0 113.0 m/z 43.10 48.24%
] |‘i“| I‘i‘\lwl I\‘IHI |‘l“l — I\I : |9|0| I‘I‘I I].|2I8IOI R BAman e
m/z--> 20 40 60 80 100 120 140 160
Abundance
71.0
40 5.0 Tk ok 7ho 750
5000 m/z 41.10 22.67%
27.0
56.0 101.0
126.0 144.0 171.0
miz--> 20 40 60 8 100 120 140 160
Abundance #45219: 2(3H)-Furanone, 5-heptyldihydro- W R AR o
85.0 6.60 6.80 7.00 7.20
m/z 55.10 17.80%
5000
29.0
55.0
150 | 420 7 %99 | 100011401280 1480 1660
m/z--> 2'0 ' 6|0 8|0 1(')0 12'0 14'10 1('30 ' 660 6|80 760 7'20 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091792.D

Aca On : 20 Dec 2016 00:04

Operator : UM/SJ

Sample : H6126-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 2-Octanol, 2-methyl-6-methy... Concentration Rank 17

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

7.17 10.70 ng 822924 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octanol. 2-methvl-6-methvlene- 156 C10H200 018479-59-9 72
2 7-Octen-2-ol. 2.6-dimethvl- 156 C10H200 018479-58-8 64
3 2-Hexanol. 2.3-dimethvl- 130 C8H180 019550-03-9 59
4 1.7-Octanediol. 3.7-dimethvl- 174 C10H2202 000107-74-4 59
5 2-Hydroxy-2,6-dimethyl-hept-6-en... 156 C9H1602 001068-82-2 50

Abundance Scan 445 (7.173 min): BF091792.D (-442) (-) m/z 59.05 100.00%
54.0
5000
43.1
83.1
97.1 123.1 6.80 7.00 7.20 7.40
iy 2L "m/z 43.10  28.06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27012: 2-Octanol, 2-methyl-6-methylene-
59.0
5000 A NI LU IR I
43.0 6.80 7.00 7.20 7.40
‘ 83.0 g70 930 m/z 55.10 25.99%
T I‘ |‘| ! ‘H | I‘l“\ |‘H=‘ Im\ : Iul : I‘I.I |1|39|(|) I]'ISIGIOI —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
59.0
6.80 7.00 7.0 7.40
5000 m/z 41.10 20.61%
43.0
80 1030 12301360 1540 1750
miz--> 20 40 60 80 100 120 140 160 180
Abundance #13273: 2-Hexanol, 2,3-dimethyl- R e
59.0 6.80 7.00 7.20 7.40
m/z 69.10 15.49%
5000
279 440 || 830 970 1150
miz--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091792.D

Aca On : 20 Dec 2016 00:04

Operator : UM/SJ

Sample : H6126-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 2,6-Octadiene-4,5-diol Concentration Rank 11

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

7.28 15.76 ng 1212660 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Octadiene-4.5-diol 142 C8H1402 004486-59-3 50
2 Hexanoic acid. 2-tetrahvdrofurvl... 200 C11H2003 002217-34-7 42
3 1.1-DiCisobutvl)acetone 170 C11H220 040264-43-5 42
4 Hexadecane. 1.l1-dimethoxv- 286 C18H3802 002791-29-9 40
5 Ether, methyl 1-tetradecenyl 226 C15H300 026537-05-3 39

Abundance Scan 454 (7.276 min): BF091792.D (-451) (-) m/z 71.10 100.00%
71.1
5000
43.1
58.0 84.1
97.1 127.1 7.00 7.20 7.40 7.60
S| O S OOl - 1 S m/z 43.10 27.26%
m/z--> 20 40 60 80 100 120 140 160
Abundance #18871: 2,6-Octadiene-4,5-diol
71.0
5000 LRI AL AL I IR
7.00 7.20 7.40 7.60
43.0 m/z 41.10 12.32%
L FTO 0 1250440
m/z--> 20 40 60 80 100 120 140 160
Abundance
71.0
700 720 7.40 7.60
5000 43.0 m/z 58.05 11.96%
27.0 84.0
56.0 99.0
miz-> 20 40 60 80 100 120 140 160
Abundance #36102: 1,1-Di(isobutyl)acetone
43.0 71.0 7.00 7.20 7.40 7.60
m/z 55.10 11.88%
5000
57.0 114.0
85.0
1wo?® | L e | o msomoe | MWWVWT
m/z--> 20 40 60 80 100 120 140 160 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091792.D

Aca On : 20 Dec 2016 00:04

Operator : UM/SJ

Sample : H6126-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 unknown7.87 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.87 11.03 ng 2763750 Naphthalene-d8 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phvtol 296 C20H400 000150-86-7 49
2 8-Oxabicvclol5.1.0loctane 112 C7H120 000286-45-3 44
3 1-Undecene 154 C11H22 000821-95-4 38
4 5-Undecene 154 C11H22 004941-53-1 30
5 3-t-Pentylcyclopentanone 154 C10H180 1000114-66-3 30

Abundance Scan 506 (7.870 min): BF091792.D (-503) (-) m/z 71.10 100.00%

5000

7.60 7.80 8.00 8.20
m/z 41.10 77 .79%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115540: Phytol

5000

7.60 7.80 8.00 8.20
m/z 55.10 75 .34%

152.0 179.0 208.0

249.0 278.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41.0
R e ERREE BAR S
68.0 7.60 7.80 8.00 8.20
5000 m/z 69.10 71.87%
97.0
15.0
mewwmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25806: 1-Undecene R e
43.0 7.60 7.80 8.00 8.20

m/z 43.10 71.43%

5000

126.0 154.0

150 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.60 7.80 8.00 8.20

8270-BF121716.M Tue Dec 20 18:06:08 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091792.D

Aca On : 20 Dec 2016 00:04

Operator : UM/SJ

Sample : H6126-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 unknown8.65 Concentration Rank 13

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

8.65 12.75 ng 3194750 Naphthalene-d8 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Methvl-1.4-heptadiene 110 C8H14 013857-55-1 49
2 Camphor 152 C10H160 000076-22-2 49
3 Cvclohexene. 1.6-dimethvl- 110 C8H14 001759-64-4 41
4 Bicvclol2.2.1Theptan-2-one. 1.7.... 152 C10H160 000464-48-2 38
5 Cyclopentane, 1,2-dimethyl-3-met... 110 C8H1l4 1000150-99-3 35

Abundance Scan 574 (8.648 min): BF091792.D (-570) (-) m/z 95.10 100.00%
811 94.1
41.1
67h 108.1
5000 135.1
sall 152.1 LR LI UL UL
12211 66.1 8.40 8.60 8.80 9.00
m/z 81.10 87 .49%
m/z--> 20 40 60 80 100 120 140 160
Abundance #5799: 4-Methyl-1,4-heptadiene
41.0 67.0 95.0
81.0
5000 U IR I I
110.0 8.40 8.60 8.80 9.00
27.0 m/z 69.10 73.16%
R
...|.l‘..‘l‘..‘l‘£|‘..‘..‘l‘..‘.‘ll....l....l....l....
m/z--> 20 40 60 80 100 120 140 160
Abundance
41.0 95.0
81.0 U UL LU L
8.40 8.60 8.80 9.00
5000 27.0 550 108.0 m/z 41.10 71.03%
ealo 152.0
121.0 136.0
mz-> 20 40 60 80 100 120 140 160
Abundance #5821 Cyclohexene, 1,6-dimethyl- R AR RRRES T
67.0 95.0 8.40 8.60 8.80 9.00
81.0 m/z 108.10 60 .48%
5000 410 110.0
27.0
L0
'“'Iﬂp"r'ﬁmlu“'WL'MHI"“'I""I""I"" HRR UL LU L
m/z--> 20 40 60 80 100 120 140 160 8.40 8.60 8.80 9.00

8270-BF121716.M Tue Dec 20 18:06:09 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091792.D

Aca On : 20 Dec 2016 00:04

Operator : UM/SJ

Sample : H6126-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 4,7-Methano-1H-indene, octa... Concentration Rank 8

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

8.75 22.56 ng 5653750 Naphthalene-d8 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.7-Methano-1H-indene. octahvdro- 136 C10H16 006004-38-2 64
2 Exo-tricvclol5.2.1.0(2.6)1decane 136 C10H16 1000215-28-7 49
3 Cvclopentane. 1.2-dimethvl-3-met... 110 C8H14 1000150-99-3 43
4 1.3-Dimethvl-1-cvclohexene 110 C8H14 002808-76-6 43
5 1,4-Hexadiene, 2,3-dimethyl- 110 C8H14 018669-52-8 38

Abundance Scan 583 (8.750 min): BF091792.D (-580) (-) m/z 95.10 100.00%
93.1
5000 136.1
1521166174 840 860 880 9.00
TR Lo m/z 57.10 71.23%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15238: 4,7-Methano-1H-indene, octahydro-
95.0
67.0
5000 L I R L UL
410 1ﬂ01%ﬂ &% &% &% 9%
: : m/z 67.10 52.39%
27\'0 “ Sﬂ\'o \8}%‘0 L ‘
L I L | L 1
miz-> 20 40 60 80 100 120 140 160 180
Abundance
95.0
67.0 L I UL L I
8.40 8.60 8.80 9.00
5000 136.0 m/z 41.10 50.42%
39.0 '
121.0
53.0 gro | 1080
miz-> 20 40 60 80 100 120 140 160 180
Abundance #5892: Cyclopentane, 1,2-dimethyl-3-methylene-, trans- B
95.0 8.40 8.60 8.80 9.00
m/z 136.10 50.14%
41.0 670
5000 "~ 81.0
21.0 110.0
54,0
|....|...ﬂ.l....l....l....|....|....|....|..
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091792.D

Aca On : 20 Dec 2016 00:04

Operator : UM/SJ

Sample : H6126-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 2(1H)-Naphthalenone, octahy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.83 23.39 ng 5861800 Naphthalene-d8 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)-Naphthalenone. octahvdro-.... 152 C10H160 016021-08-2 86
2 1-Decalone (cis-trans) 152 C10H160 004832-16-0 55
3 2-Decalone.cé&t 152 C10H160 004832-17-1 50
4 Bicvclol4.1.01heptan-2-one. 3.5.... 152 C10H160 029750-24-1 49
5 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 42
Abundance Scan 590 (8.830 min): BF091792.D (-586) (-) m/z 55.10 100.00%

5000

8.40 8.60 8.80 9.00 9.20

166.1 182.1

01 m/z 69.10 83.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24089: 2(1H)-Naphthalenone, octahydro-, trans-
55.0 108.0
81.0 152.0
5000 | BLJLLINL I L L L L LB
8.40 8.60 8.80 9.00 9.20
‘ ‘ 134.0 m/z 81.10 82.32%
SRR 1 1 S 118 1P Y S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
55.0 81.0
440 108.0 st
8.40 8.60 8.80 9.00 9.20
5000 27.0 152.0 m/z 41.10 78.36%
123'0137.0
T T T e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23938: 2-Decalone,c&t A BEEasEEamE RS
55.0 81.0 108.0 152.0 8.40 8.60 8.80 9.00 9.20
m/z 108.10 71.97%
41.0
5000
‘ 123.0
il all H ‘ ‘w.l?”’..w.,....,... AR G
m/z--> 20 40 80 140 160 180 8. 40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091792.D

Aca On : 20 Dec 2016 00:04

Operator : UM/SJ

Sample : H6126-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 unknown8.92 Concentration Rank 15

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

8.92 11.63 ng 2914770 Naphthalene-d8 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. 2-ethvl-5-methvl- 110 C7H100 001703-52-2 25
2 1.1.4-Trimethvlcvclohexane 126 C9H18 007094-27-1 22
3 Cvclooctane. butvl- 168 C12H24 016538-93-5 22
4 1.5-Cyclooctadiene. 3-t-butvl- 164 C12H20 1000152-17-9 22
5 3-Cyclopenten-1-one, 2,2,5,5-tet... 138 C9H140 081396-36-3 22

Abundance Scan 598 (8.922 min): BF091792.D (-595) (-) m/z 95.10 100.00%
95.1
69.1 111.1
5000
e
139.1 8.60 8.80 9.00 9.20
157.2 177.2192.2 mn/z 69.10 84 23%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5673: Furan, 2-ethyl-5-methyl-
95.0
110.0
5000 43.0 ISR R
67.0 8.60 8.80 9.00 9.20
‘ m/z 55.10 83.34%
'"EZQ'J"Ll”"'w"'l'M”l""l”"l"“l""w
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
69.0 111.0
‘860 8.80 9.00 9.20
5000 41.0 m/z 111.10 75.85%
15.0 95.0 126.0
miz--> 20 40 60 8 100 120 140 160 180
Abundance #34732: Cyclooctane, butyl- L A L IR
69.0 8.60 8.80 9.00 9.20
111.0 m/z 110.10 T74.72%
5000 410
'"I'M"wk'“M'HM'?ﬂ?'JI"MI""I""I"”I""I' U SARBE RS R SRR
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20

8270-BF121716.M Tue Dec 20 18:06:11 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091792.D

Aca On : 20 Dec 2016 00:04

Operator : UM/SJ

Sample : H6126-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 p-Fluoroethylbenzene Concentration Rank 3

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

9.58 32.82 ng 6877180 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Fluoroethvlbenzene 124 C8HOF 000459-47-2 59
2 1.3-Heptadiene. 2.3-dimethvl- 124 C9H16 074779-65-0 59
3 Cvclopent-2-ene-1-one. 2.3.4-tri... 124 C8H120 083321-16-8 53
4 Cvclopropane. 1.l1-dimethvl-2-(2-... 124 C9H16 033422-32-1 52
5 3-Fluoro-o-xylene 124 C8H9F 000443-82-3 50

Abundance Scan 656 (9.585 min): BF091792.D (-652) (-) m/z 109.10 100.00%
109.1
69.1
5000 411
i 920 9.40 9.60 980
93[1 . . : .
pr oLl 1802 2062\ 7 124.10  66.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10264: p-Fluoroethylbenzene
109.0
5000 R U R
9.20 9.40 9.60 9.80
m/z 69.10 55.46%
270 510 80 1 1250
iz 20 b 60 8 100 Do o 1 1o 2o
Abundance
109.0
67.0 920 9.40 9.60 980
5000 m/z 41.10 47 .13%
41.0
91.0 125.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #10241: Cyclopent-2-ene-1-one, 2,3,4-trimethyl- A EEREE R
109.0 9.20 9.40 9.60 9.80
m/z 55.10 46 .56%
81.0
5000
240 |, | | |} 10
m/z--> 20 40 60 80 100 120 140 160 180 200 920 940 9.60 9.80

8270-BF121716.M Tue Dec 20 18:06:11 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091792.D

Aca On : 20 Dec 2016 00:04

Operator : UM/SJ

Sample : H6126-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 unknown9.98 Concentration Rank 19

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

9.98 10.23 ng 2142750 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octvne. 5-methvl- 124 C9H16 062108-33-2 43
2 Cvclohexanepropanol. 2.2-dimethv... 182 C12H220 095452-04-3 43
3 9-Eicosvne 278 C20H38 071899-38-2 38
4 trans.trans-1.7-Dimethvispirol4.... 166 C12H22 1000111-72-6 38
5 Cyclohexanone, 2,2-dimethyl-5-(3... 182 C11H1802 141033-65-0 30

Abundance Scan 691 (9.985 min): BF091792.D (-689) (-) m/z 95.10 100.00%
1

5000

9.60 9.80 10.00 10.20

0 m/z 67.10 71.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10290: 3-Octyne, 5-methyl-
67.0
41.0 95.0
5000 | LI LB LB LN BB
9.60 9.80 10.00 10.20
m/z 81.10 68.60%
124.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41.0 69.0
T T
95.0 9.60 9.80 10.00 10.20
5000 > m/z 55.10 63.35%
123.0 167.0
147.0
T e e e e T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105302: 9-Eicosyne A EEREE R

9.60 9.80 10.00 10.20
m/z 41.10 60.59%

55.0 | 81.0

5000

137.0

165.0 193.0 221.0 278.0
R e REEEE ma e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9. 60 9. 80 10. 00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091792.D

Aca On : 20 Dec 2016 00:04

Operator : UM/SJ

Sample : H6126-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 Bicyclo[2.2.2]octane, 2-met... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.37 27.77 ng 5819170 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_.21loctane. 2-methvl- 124 C9H16 000766-53-0 60
2 Butanoic acid. 4-T4-methvlimidaz... 196 C10H16N202 1000116-74-5 49
3 3.4-Octadiene. 7-methvl- 124 C9H16 037050-05-8 49
4 Cvclohexene. 3.5.5-trimethvl- 124 C9H16 000933-12-0 43
5 1-Methyl-2-methylenecyclohexane 110 C8H14 002808-75-5 38
Abundance Scan 725 (10.373 min): BF091792.D (-721) (-) m/z 109.10 100.00%
5000
10.00 10,20 10.40 10.60
m/z 95.10 92 .09%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #10365: Bicyclo[2.2.2]octane, 2-methyl-
67.0 95.0
124.0
so00] 410 U B SR B
10.00 10.20 10.40 10.60
m/z 81.10 70.35%
..}“..‘:‘., H.‘..“w..‘..|..‘..|.‘...|....|....|....|....|...
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
109.0
10.00 10,20 10.40 10.60
5000 m/z 67.10 62 .05%
151.0 196.0
42.0
68.0 940 | 1559 168.0
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #10327: 3,4-Octadiene, 7-methyl- R AR L
410 67.0 10.00 10.20 10.40 10.60
' m/z 41.10 55.65%
5000 95.0
] ko
AU g ““,,,,,,,, N —
m/z--> 40 60 100 120 140 160 180 200 220 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091792.D

Aca On : 20 Dec 2016 00:04

Operator : UM/SJ

Sample : H6126-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 1-Methylbicyclo[3.2.1]octane Concentration Rank 20

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

10.53 8.79 ng 1841880 Acenaphthene-d10 9.80

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Methvlbicvclol3.2.1loctane 124 C9H16 119972-41-7 60

2 Tricvclol5.4.0.0(1.3)1Tundecane 150 C11H18 1000280-74-7 49

3 2-Naphthalenamine. 1.2.4a.5.6.7.... 165 C11H19N 056053-03-3 38

4 Spirol4.41nonan-2-one 138 C9H140 034177-18-9 30

5 Cyclohexane, ethenyl- 110 C8H14 000695-12-5 25
Abundance Scan 739 (10.533 min): BF091792.D (-738) (-) m/z 81.10 100.00%

1

5000

10.20 10.40 10.60 10.80
m/z 55.10 92.30%

m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #10339: 1-Methylbicyclo[3.2.1]octane
67.0
109.0
5000 410 LA L L L L LN LB LB |

10.20 10.40 10.60 10.80
m/z 109.10 90.46%

I 91L | 1250

m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance
440 670
109.0 150.0 N
10.20 10.40 10.60 10.80
5000 m/z 67.10 77.98%
91.0
B I B o e R A B e
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #32577: 2-Naphthalenamine, 1,2,4a,5,6,7,8,8a-octahydro-4a-... AN B B
109.0 10.20 10.40 10.60 10.80
m/z 149.10 66.34%
67.0
5000{ 41.0 135.0
ng
p» w““ H 1 . N B e
m/z--> 80 100 120 140 160 180 200 220 240 10 20 10 40 10 60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091792.D

Aca On : 20 Dec 2016 00:04

Operator : UM/SJ

Sample : H6126-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 unknownl10.66 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.66 26.25 ng 2305280 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Naphthalenamine. 1.2.4a.5.6.7.... 165 C11H19N 056053-03-3 35
2 (-)-Neoclovene-(1). dihvdro- 206 C15H26 1000152-82-1 30
3 Cvclopentanecarboxaldehvde. 2-me... 124 C8H120 1000154-24-0 25
4 Bicvclol3.1.1Thept-3-en-2-ol. 4.... 152 C10H160 000473-67-6 22
5 Cyclohexanol, 1-ethynyl- 124 C8H120 000078-27-3 14
Abundance Scan 750 (10.659 min): BF091792.D (-748) (-) m/z 109.10 100.00%
411 671 109.1
1781 HRIR SUNIURA SRR SR SUN
$3.1 196.1 230.2 10.40 10.60 10.80 11.00
| : m/z 67.10 96.25%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #32577: 2-Naphthalenamine, 1,2,4a,5,6,7,8,8a-octahydro-4a-...
109.0
67.0
5000 410 135.0 10,40 10.60 10.80 11.00
91T m/z 95.10 90.04%
HH \‘\‘\ H |||||||||||||||||||||1|6|5|.q| R ARE mam e
m/z--> 20 80 100 120 140 160 180 200 220
Abundance
81.0
107.0 HRR SUNIRA BURN SR SUN
41.0 10.40 10.60 10.80 11.00
5000 163.0 m/z 81.10 89.32%
135.0
191.0
N '|""GF'9" NI S S S S 29i'g'o'l T
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #10257: Cyclopentanecarboxaldehyde, 2-methyl-3-methylene- e R e )
109.0 10.40 10.60 10.80 11.00
m/z 41.10 85.84%
39.0 67.0
5000 o1
|....l....|....|....|....1.6.'(.). s s I  EEm e A REEa R
m/z--> 200 40 60 80 100 120 140 160 180 200 220 10.40 10.60 10. 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091792.D

Aca On : 20 Dec 2016 00:04

Operator : UM/SJ

Sample : H6126-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 unknownl0.72 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.72 20.50 ng 1799880 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclopenten-1-one. 2-(2-butenvy... 150 C10H140 017190-71-5 43
2 2H-Inden-2-one. 1.4.5.6.7.7a-hex... 150 C10H140 054725-16-5 30
3 2.4.6-Trimethvl-1.3-phenvlenedia... 150 C9H14N2 003102-70-3 22
4 Naphthalene. 1.2.3.4.4a.5.6.7-oc... 150 C11H18 013943-77-6 18
5 2-Cyclopentene-l-acetaldehyde, 2... 166 C10H1402 075332-42-2 18
Abundance Scan 755 (10.716 min): BF091792.D (-753) (-) m/z 95.10 100.00%
5000
10.40 10.60 10.80 11.00
m/z 81.10 98.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22813: 2-Cyclopenten-1-one, 2-(2-butenyl)-3-methyl-, (2)-
150.0
95.0
sy 10140 10160 10580 1100
53.0 77 1210 m/z 150.10 84.11%
M H‘ \H ‘ I""I""""""""I""I""I""I"
m/z--> 80 100 120 140 160 180 200 220 240
Abundance
135.0
79.0 10.40 10,60 10.80 11.00 |
5000 39.0 103.0 m/z 135.10 71.50%
SN .. €1 0| N O O 1 —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #23504: 2,4,6-Trimethyl-1,3-phenylenediamine R R REREE R
150.0 10.40 10.60 10.80 11.00
m/z 67.10 70.99%
5000
75.0  107.0
|?-|8|q||3|9‘|‘?||”||‘M::“:“i::‘:”: ‘Hll“g-llqlhl||‘|||||||||||||||||||||||| S ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1040 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091792.D

Aca On : 20 Dec 2016 00:04

Operator : UM/SJ

Sample : H6126-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 unknownl10.81 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.81 26.14 ng 2295250 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 2-ethenvl-1.1-dimet... 150 C11H18 095452-08-7 35
2 Cvclopropanecarboxvlic acid. 4-c... 210 C11H11CIlO02 060128-52-1 30
3 Zinc. bisl2-(1.1-dimethvlethvD)-... 314 C18H34Zn 074793-36-5 27
4 1-Hvdroxvmethvl-2-methvl-1-cvclo... 126 C8H140 029474-11-1 25
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 000473-55-2 18
Abundance Scan 763 (10.808 min): BF091792.D (-760) (-) m/z 69.10 100.00%
69.1
411
95.1 1251, 404
5000
177.1 B B e e e
210.2 10.40 10.60 10.80 11.00 11.20
o} m/z 41.10 71.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #22924: Cyclohexane, 2-ethenyl-1,1-dimethyl-3-methylene-
69.0
5000 AR DR D SR
41.0 1040 10,60 10.80 11.00 11 20
107.0  150.0 m/z 95.10 65.11%
c ol b

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

5

Abundance
69.0
R B R
10.40 10.60 10.80 11.00 11.20
5000{ 41.0 125.0 m/z 55.10 64.13%
99.0 2100 JAKAKA\Ap/\VAW\\wwwaA\\ﬁ
Twmmmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #124962: Zinc, bis[2-(1,1-dimethylethyl)-3,3-dimethylcyclo... I RREEEEEES T
69.0 125.0 10.40 10.60 10.80 11.00 11.20
m/z 125.10 63.45%
50000 410
95.0
Jﬂ“w \“‘mm 2%omm ﬂw 314.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10. 40 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091792.D

Aca On : 20 Dec 2016 00:04

Operator : UM/SJ

Sample : H6126-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 Cyclodecene, 3-bromo- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.84 13.99 ng 1228280 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclodecene. 3-bromo- 216 C10H17Br 056325-56-5 60
2 Cvclopentane. (3-methvlbutvlidene)- 138 C10H18 053366-51-1 38
3 1.3-Dimethvl-1-cvclohexene 110 C8H14 002808-76-6 22
4 1H-Pvrrole. l1l-pentvl- 137 C9H15N 000699-22-9 22
5 1,4-Pentadiene, 2,3,4-trimethyl- 110 C8H14 072014-90-5 18

Abundance Scan 766 (10.842 min): BF091792.D (-765) (-) m/z 95.10 100.00%

5000

10.60 10.80 11.00 11.20

o m/z 74.00 96.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66481: Cyclodecene, 3-bromo-
81.0
41.0
5000 LA B L L L L L L
137.0 10 60 10 80 11. OO 11. 20
m/z 81.10 95.38%
e L e amoisso 20
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
95.0
R N EEEE S s E R
67.0 10.60 10.80 11.00 11.20
5000 41.0 m/z 67.10 52 .55%

138.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

?

Abundance #5833: 1,3-Dimethyl-1-cyclohexene L e e
95.0 10.60 10.80 11.00 11.20
m/z 55.10 48.85%
5000
67.0
41.0 ]l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 60 10 80 11. OO 11. 20

8270-BF121716.M Tue Dec 20 18:06:17 2016 Page: 22



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121916\
Data File : BF091792.D

Aca On : 20 Dec 2016 00:04

Operator : UM/SJ

Sample : H6126-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 unknownl11.17 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.17 11.95 ng 1048890 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4(1IH)-Pvrimidinone. 2-(butvIithio)- 184 C8H12N20S 054774-97-9 22
2 Cvclopentane. 1-methvl-3-(l1-meth... 126 C9H18 053771-88-3 18
3 4-Methvl-5-nitro-pvrazole 127 C4H5N302 1000146-00-9 14
4 Cvclohexanecarboxvlic acid. cvcl... 210 C13H2202 015840-96-7 14
5 1,3,5-Triazin-2(1H)-one, 4,6-dia... 127 C3H5N50 000645-92-1 11

Abundance Scan 795 (11.174 min): BF091792.D (-793) (-) m/z 55.10 100.00%

54.1 128.1

g

5000

10.80 11.00 11.20 11.40

(0} m/z 128.10 88.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45837: 4(1H)-Pyrimidinone, 2-(butylthio)-
128.0
70.0
5000 95.0 1530 10.80 11.00 11.20 1140
184.0 m/z 127 .05 78.20%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance

55.0

:

83.0 10.80 11.00 11.20 11.40
5000 m/z 81.10 68.78%

27.0 111.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

4

Abundance #11305: 4-Methyl-5-nitro-pyrazole T
53.0 127.0 10.80 11.00 11.20 11.40
m/z 83.10 65.27%
5000
‘ 80.0
m/z--> 20 60 80 100 120 140 160 180 200 220 240 10. 80 11. OO 11. 20 11. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121916\
Data File : BF091792.D

Acq On : 20 Dec 2016 00:04

Operator : UM/SJ

Sample : H6126-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121716_.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... 4.92 17.2 ng 1321140 1 6.76 1538570 20.0
unknown6 .53 6.53 75.7 ng 5825680 1 6.76 1538570 20.0
Cyclohexanol, 1,3... 6.96 10.6 ng 814407 1 6.76 1538570 20.0
2-Octanol, 2-meth... 7.17 10.7 ng 822924 1 6.76 1538570 20.0
2,6-Octadiene-4,5_.. 7.28 15.8 ng 1212660 1 6.76 1538570 20.0
unknown? .87 7.87 11.0 ng 2763750 2 8.04 5011770 20.0
unknown8.65 8.65 12.8 ng 3194750 2 8.04 5011770 20.0
4,7-Methano-1H-in. .. 8.75 22.6 ng 5653750 2 8.04 5011770 20.0
2(1H)-Naphthaleno. .. 8.83 23.4 ng 5861800 2 8.04 5011770 20.0
unknown8.92 8.92 11.6 ng 2914770 2 8.04 5011770 20.0
p-Fluoroethylbenzene 9.58 32.8 ng 6877180 3 9.80 4191180 20.0
unknown9 .98 9.98 10.2 ng 2142750 3 9.80 4191180 20.0
Bicyclo[2.2.2]Joct... 10.37 27.8 ng 5819170 3 9.80 4191180 20.0
1-Methylbicyclo[3... 10.53 8.8 ng 1841880 3 9.80 4191180 20.0
unknownl10.66 10.66 26.3 ng 2305280 4 11.29 1756200 20.0
unknownl10.72 10.72 20.5 ng 1799880 4 11.29 1756200 20.0
unknown10.81 10.81 26.1 ng 2295250 4 11.29 1756200 20.0
Cyclodecene, 3-br... 10.84 14.0 ng 1228280 4 11.29 1756200 20.0
unknownl11.17 11.17 11.9 ng 1048890 4 11.29 1756200 20.0
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