LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091703.D

Aca On : 17 Dec 2016 6:25

Operator : UM/SJ

Sample : H6090-04

Misc :

ALS Vial : 30 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-BF120916.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 4.259 188 190 194 rBvV2 39713 68924 1.18% 0.063%
2 4.716 228 230 233 rBV 57739 66397 1.13% 0.060%
3 4.933 247 249 253 rBV 881100 1006541 17.18% 0.916%
4 5.002 253 255 259 rVB2 58361 113756 1.94% 0.104%
5 5.276 277 279 281 rBV 77235 90684 1.55% 0.083%
6 5.379 285 288 290 rVV 2398426 3101592 52.93% 2.822%
7 5.482 294 297 300 rBV2 139059 219543 3.75% 0.200%
8 5.539 300 302 306 rVB 243965 348104 5.94% 0.317%
9 5.596 306 307 309 rBV 102024 133070 2.27% 0.121%
10 5.642 309 311 312 rBV 233073 205457 3.51% 0.187%

11 5.664 312 313 316 rVB 129847 168026 2.87% 0.153%
12 5.767 319 322 323 rBV 53596 77644 1.32% 0.071%
13 5.802 323 325 330 rVvB 387429 407966 6.96% 0.371%
14 5.916 330 335 338 rBV3 54661 112233 1.92% 0.102%
15 5.973 338 340 341 rBV 123353 149891 2.56% 0.136%

16 5.996 341 342 345 rvv2 74946 117457 2.00% 0.107%
17 6.042 345 346 348 rVB 121121 91949 1.57% 0.084%
18 6.087 348 350 354 rBv2 133289 250724 4.28% 0.228%
19 6.167 354 357 359 rBV3 83871 137702 2.35% 0.125%
20 6.270 364 366 371 rBV 281341 379799 6.48% 0.346%

21 6.373 374 375 377 rBv2 118954 127830 2.18% 0.116%
22 6.419 377 379 382 rVB 1614963 1867494 31.87% 1.699%
23 6.476 382 384 387 rBv2 126387 185651 3.17% 0.169%
24 6.545 387 390 393 rBV 4497561 4777627 81.53% 4._.347%
25 6.625 394 397 398 rBV 218771 291945 4.98% 0.266%

26 6.727 402 406 408 rBV3 143160 382030 6.52% 0.348%
27 6.773 408 410 412 rBV 1098882 1154798 19.71% 1.051%
28 6.853 415 417 420 rVB3 80758 140948 2.41% 0.128%
29 6.933 420 424 426 rBV 3910255 3849693 65.69% 3.503%
30 7.002 426 430 433 rBV3 216249 496671 8.48% 0.452%

31 7.059 433 435 437 rVB2 92328 168526 2.88% 0.153%
32 7.127 437 441 443 rBV2 402425 645874 11.02% 0.588%
33 7.173 443 445 447 rBV2 223528 330565 5.64% 0.301%
34 7.219 447 449 450 rBvY 159701 187572 3.20% 0.171%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091703.D

Aca On : 17 Dec 2016 6:25

Operator : UM/SJ

Sample : H6090-04

Misc :

ALS Vial : 30 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-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 7.265 450 453 454 rBV2 80683 135374 2.31% 0.123%

36 7.299 454 456 457 rBvV 205347 200797 3.43% 0.183%
37 7.345 457 460 461 rBV 2728729 2876637 49.09% 2.618%
38 7.367 461 462 465 rVB3 262341 337727 5.76% 0.307%
39 7.425 465 467 469 rVB3 303417 453589 7.74% 0.413%
40 7.505 471 474 476 rVB3 228725 399764 6.82% 0.364%

41 7.562 476 479 480 rBV3 206206 281166 4._80% 0.256%
42 7.607 480 483 485 rVB3 230672 457902 7.81% 0.417%
43 7.642 485 486 490 rVB2 162086 267222 4._.56% 0.243%
44 7.722 490 493 494 rBV3 244036 443038 7.56% 0.403%
45 7.767 494 497 500 rBv4 363568 675501 11.53% 0.615%

46 7.836 500 503 505 rvB3 277094 576907 9.84% 0.525%
47 7.893 505 508 510 rBv4 315680 812934 13.87% 0.740%
48 8.008 516 518 520 rBv3 376431 422251 7.21% 0.384%
49 8.065 520 523 524 rBV 1983045 2368790 40.42% 2.155%
50 8.179 531 533 536 rVB4 434591 636375 10.86% 0.579%

51 8.293 538 543 544 rBvV2 791823 2017588 34.43% 1.836%
52 8.373 544 550 551 rBv4 606101 1794060 30.61% 1.633%
53 8.419 551 554 558 rvB5 800496 2416916 41.24% 2.199%
54 8.545 558 565 566 rBv4 1047315 3193805 54.50% 2.906%
55 8.579 566 568 572 rVvVv3 1222804 2906452 49.60% 2.645%

56 8.636 572 573 575 rVB2 402336 283510 4._.84% 0.258%
57 8.670 575 576 577 rVB 514470 352669 6.02% 0.321%
58 8.716 577 580 582 rBv3 679185 1728929 29.50% 1.573%
59 8.762 582 584 586 rVvB 1273627 1559165 26.61% 1.419%
60 8.865 586 593 595 rBvV3 1289584 4358926 74.38% 3.966%

61 8.910 595 597 598 rVvB 607643 821619 14.02% 0.748%
62 8.945 598 600 602 rBv2 930508 1831694 31.26% 1.667%
63 9.013 605 606 608 rBv2 474604 685098 11.69% 0.623%
64 9.059 608 610 612 rBv2 508609 1013453 17.29% 0.922%
65 9.093 612 613 615 rvv2 600878 1023591 17.47% 0.931%

66 9.150 615 618 619 rVB 4949484 5860313 100.00% 5.333%
67 9.310 630 632 633 rBv2 561272 751565 12.82% 0.684%
68 9.345 633 635 636 rvv2 748730 786530 13.42% 0.716%
69 9.516 646 650 652 rBv3 755217 2006503 34.24% 1.826%
70 9.551 652 653 658 rvB4 804634 1720379 29.36% 1.565%

71 9.733 667 669 672 rVB3 456934 941267 16.06% 0.857%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091703.D

Aca On : 17 Dec 2016 6:25

Operator : UM/SJ

Sample : H6090-04

Misc :

ALS Vial : 30 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-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 9.825 675 677 681 rvv3 1140217 2616602 44.65% 2.381%
73 9.916 683 685 686 rBv2 413459 409623 6.99% 0.373%
74 10.008 691 693 698 rvB5 548970 1422086 24.27% 1.294%
75 10.168 705 707 708 rBv2 683904 1083223 18.48% 0.986%

76 10.213 708 711 712 rVvV2 1538451 2805575 47.87% 2.553%
77 10.248 712 714 718 rVB4 1256331 2449325 41.80% 2.229%
78 10.328 718 721 724 rVB3 1688881 2538949 43.32% 2.310%
79 10.453 729 732 735 rBV5 544868 1748535 29.84% 1.591%
80 10.511 735 737 740 rVB3 721728 1138210 19.42% 1.036%

81 10.579 740 743 744 rBV2 417494 873398 14.90% 0.795%
82 10.613 744 746 751 rVB4 2086191 3310429 56.49% 3.012%
83 10.693 751 753 757 rBV3 859208 1514848 25.85% 1.378%
84 10.819 762 764 765 rBv2 553889 893685 15.25% 0.813%
85 10.979 776 778 781 rVB4 738148 1336530 22.81% 1.216%

86 11.025 781 782 786 rBv2 750095 1721686 29.38% 1.567%
87 11.196 792 797 799 rVB3 1995657 3117248 53.19% 2.837%
88 11.299 804 806 809 rvB 1134175 1827364 31.18% 1.663%
89 11.642 834 836 838 rvB3 389638 528736 9.02% 0.481%
90 12.625 920 922 925 rVB3 244671 323739 5.52% 0.295%

91 12.888 942 945 947 rVB 4666007 4580661 78.16% 4.168%
92 13.928 1033 1036 1038 rBV 1538510 1354919 23.12% 1.233%
93 15.334 1156 1159 1161 rBV 813925 1046055 17.85% 0.952%

Sum of corrected areas: 109896115
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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\BF121616\

BF091703.D

17 Dec 2016 6:25

UM/SsJ

H6090-04

30 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091703.D

Aca On : 17 Dec 2016 6:25

Operator : UM/SJ

Sample : H6090-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 12

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

4.93 17.43 ng 1006540 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 23
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 249 (4.933 min): BF091703.D (-247) (-) m/z 43.10 100.00%
43
59
5000
101
4.60 4.80 5.00 5.20
83
o..,....,....','::..??.4.',...‘??....,.'...,...:,|....1,1.1...,....,....,...., m/z 59.10 60.21%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR AN AR
4.60 4.80 5.00 5.20
59 101 m/z 101.10 20.34%
21 36 | 51 “‘ 67 7683 91 |
mz-> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance
59
31 460 480 5.00 520
5000 m/z 58.10 15.48%
41
50 66 73 87 97 116
mz-> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 4.60 4.80 5.00 5.20
m/z 41.05 8.86%
5000 41
68
"I”"I"”HIL'?g'wli'”'l"'W""I“"I"”I"'W'%?§I”"}4?'W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091703.D

Aca On : 17 Dec 2016 6:25

Operator : UM/SJ

Sample : H6090-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 unknown6.54 Concentration Rank 1

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

6.54 82.74 ng 4777630 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 390 (6.545 min): BF091703.D (-387) (-) m/z 132.00 100.00%
5000
620 6.40 6.60 6.80
B E e m/z 68.10 48.93%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR R RS SRR
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 32.98%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 680
5000 m/z 66.10 30.91%
33 44 o 105
60 '~ g0 115
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl A e R
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 20.17%
5000 98 116
N ...,....,.?% .,m97.hq. A 158 ..,.1§?.
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\BF121616\
Data File : BF091703.D

Aca On : 17 Dec 2016 6:25

Operator : UM/SJ

Sample : H6090-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 4 unknown8.29 Concentration Rank 13

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

8.29 17.03 ng 2017590 Naphthalene-d8 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propen-1-one. 1l-cvclopropvl- 96 C6H80 059819-62-4 38
2 2-Octen-1-ol. 3.7-dimethvl- 156 C10H200 040607-48-5 38
3 2-Pentenoic acid. 2-methvl- 114 C6H1002 003142-72-1 30
4 2-Pentenoic acid. 2-methvl-. (E)- 114 C6H1002 016957-70-3 30
5 Methanone, dicyclopropyl- 110 C7H100 001121-37-5 27

Abundance Scan 543 (8.293 min): BF091703.D (-538) (-) m/z 69.10 100.00%

5000

123131 8.00 8.20 8.40 8.60

0 164 m/z 55.10 79.16%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #2766: 2-Propen-1-one, 1-cyclopropyl-
27 41 55 9
5000 96 LA L L L L L L LB
8.00 8.20 8.40 8.60
m/z 41.10 64 .34%
..,...l‘,...‘”l‘...i‘.‘.l.,...li...‘.8,‘.1...,..‘..,....,....,....,....,....,....,....,..
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
41 69
RN RS R
8.00 8.20 8.40 8.60
5000 55 B m/z 96.10 42.86%
123
109 138 156

mmmmmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #7040: 2-Pentenoic acid, 2-methyl- e
41 9 8.00 8.20 8.40 8.60
m/z 95.10 35.58%

114
5000

53 99
\‘H \Mmel ‘\‘\\77 8\5 !

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091703.D

Aca On : 17 Dec 2016 6:25

Operator : UM/SJ

Sample : H6090-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 5 1,3-Dimethyl-5-trifluoroace... Concentration Rank 17

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

8.37 15.15 ng 1794060 Naphthalene-d8 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dimethvl-5-trifluoroacetoxvc... 224 C10H15F302 1000216-63-7 50
2 1.3-Dimethvl-1-cvclohexene 110 C8H14 002808-76-6 47
3 Cvclopentene. 1.2.3-trimethvl- 110 C8H14 000473-91-6 47
4 Bicvclol3.1.0lhexane. 1.5-dimethvl- 110 C8H14 1000142-17-5 47
5 1H-Imidazole, 2-ethyl-4-methyl- 110 C6H10N2 000931-36-2 43

Abundance Scan 550 (8.373 min): BF091703.D (-544) (-) m/z 95.10 100.00%
69
41
5000 55 a1 110
145 TTTTTITTTT T T T T T T
123133 160 8.00 8.20 8.40 8.60
e L 00 Tm/z 96.10  70.68%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #71849: 1,3-Dimethyl-5-trifluoroacetoxycyclohexane
95
41 69
5000 SRR SR L I I
55 800 820 8.40 8.60
110 m/z 69.10 62 .85%
e L ,H. s s e e
m/z--> 20 40 60 100 120 140 160 180
Abundance
95
800 820 8.40 860
5000 67 m/z 41.10 49 _41%
110
a7 M 55 82
mz-> 20 40 60 80 100 120 140 160 180
Abundance #5855: Cyclopentene, 1,2,3-trimethyl- R R o A REEEE
95 8.00 8.20 8.40 8.60

m/z 55.10 47 .32%

5000 67

110

27 S5 77
15 7 H 0 R A T T

m/z--> 20 60 80 100 120 140 160 180 8. OO 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091703.D

Aca On : 17 Dec 2016 6:25

Operator : UM/SJ

Sample : H6090-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 6 Cyclohexane, 1,3,5-trimethy... Concentration Rank 8

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

8.42 20.41 ng 2416920 Naphthalene-d8 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3.5-trimethvl-., (... 126 C9H18 001795-27-3 50
2 1.1.4-Trimethvlcvclohexane 126 C9H18 007094-27-1 50
3 Cvclohexane. 1.4-dimethvl-2-(2-m... 168 C12H24 054411-17-5 50
4 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 50
5 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 50

Abundance Scan 554 (8.419 min): BF091703.D (-551) (-) m/z 111.10 100.00%
141
69
55
5000
41
87 o6 IS LA R I L
141
159 8.00 8.20 8.40 8.60 8.80
SN | - ! 121131 170 m/z 69.10 74.46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11280: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,...
69 111
5000 %5 R A S R R
41 8.00 8.20 8.40 8.60 8.80
126 m/z 55.10 55.79%
28
A5 IMM el ol F?- ??I S T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
69 111
8.00 8.20 840 8.60 8.80
5000 4 55 m/z 114.05 24 .30%
15 i 83 g7 126
miz--> 20 40 60 80 100 120 140 160 180
Abundance #34853: Cyclohexane, 1,4-dimethyl-2-(2-methylpropyl)-, (1.... R Em e e e )
69 111 8.00 8.20 8.40 8.60 8.80
m/z 41.10 24 .28%
n
5000
S YT A 775 G
m/z--> 20 40 60 80 100 120 140 160 180 800 820 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091703.D

Aca On : 17 Dec 2016 6:25

Operator : UM/SJ

Sample : H6090-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 2(1H)-Naphthalenone, octahy... Concentration Rank 5

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

8.54 26.97 ng 3193810 Naphthalene-d8 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)-Naphthalenone. octahvdro-.... 152 C10H160 016021-08-2 64
2 Bicvclol3.1.0Thexan-3-one. 4-met... 152 C10H160 001125-12-8 64
3 2-Cvclopenten-1-one. 2-pentvl- 152 C10H160 025564-22-1 46
4 Cvclohexene. 1l-methvl- 96 C7H12 000591-49-1 43
5 4H-1,3-Benzodioxin-4-one, hexahy... 170 C9H1403 124899-15-6 43

Abundance Scan 565 (8.545 min): BF091703.D (-558) (-) m/z 81.10 100.00%
5000
e
8.20 8.40 8.60 8.80
162 176 194 m/z 55.10 92.93%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24083: 2(1H)-Naphthalenone, octahydro-, trans-
55 81 108
152
95
5000 4l 67 A I U
8.20 8.40 8.60 8.80
123 m/z 41.10 75.56%
R
...,”..pthwJWMNH.J.q..HHM NI N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
41 81
68 S A RS R R
110 8.0 840 860 880
5000 95 m/z 97.10 64 .39%
55
124 137 152
mz-> 20 40 60 80 100 120 140 160 180
Abundance #24025: 2-Cyclopenten-1-one, 2-pentyl- e EEmma B B
96 8.20 8.40 8.60 8.80
m/z 96.10 57.77%
5000 67 109 323 152
41 81
.}?,ﬂt.Wh.m,JU.JM.UW,MM.HI.MM..U.,”..,..”, MRSkt
m/z--> 20 40 80 100 120 140 160 180 8.20 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091703.D

Aca On : 17 Dec 2016 6:25

Operator : UM/SJ

Sample : H6090-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 8 unknown8.58 Concentration Rank 6

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

8.58 24 .54 ng 2906450 Naphthalene-d8 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol. 3.3.5-trimethvl- 142 C9H180 000116-02-9 38
2 Thuiol 152 C10H160 1000152-08-2 27
3 1.10-Dicvanodecane 192 C12H20N2 004543-66-2 27
4 trans-3(10)-Caren-2-ol 152 C10H160 1000151-66-5 25
5 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 14

Abundance Scan 568 (8.579 min): BF091703.D (-566) (-) m/z 109.10 100.00%
109
41 v
83
5000 69 97
il 8.0 840 8.60 8.80 9.00
170 : : : : :
129 180 m/z 55.10  71.97%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19233: Cyclohexanoal, 3,3,5-trimethyl-
109
5000 83 BSLERE AR AR SRR
a1 8.20 8.40 8.60 8.80 9.00
55 m/z 41.10 61.78%
| I, L
..1?,.‘.. \h‘, 1 _ --‘--.----1‘.‘0----.----.----.
m/z--> 20 100 120 140 160 180
Abundance
43 109
91 SRR SR SRR R
8.20 8.40 860 8.80 9.00
5000 - m/z 83.10 53.96%
27 55 77 119 137
'”I'"'I""I"”I""I""I"”I'%Q%I""I""
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #50444. l,lO—Dicyanodecane LI L L DL LB ]
83 g7 8.20 8.40 8.60 8.80 9.00
m/z 81.10 52.92%
5000 69
41 55 110
152
15 \2\9 H‘ “H M ulll sl i 124 138 163174 191
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 14'10 1('30 15';0 ' 820 8|40 860 8|80 9'00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091703.D

Aca On : 17 Dec 2016 6:25

Operator : UM/SJ

Sample : H6090-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 unknown8.72 Concentration Rank 19

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

8.72 14.60 ng 1728930 Naphthalene-d8 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Heptadienal. (E.E)- 110 C7H100 004313-03-5 43
2 Cvclohexene. 1-ethvl- 110 C8H14 001453-24-3 43
3 1.4-Hexadiene. 3-ethvl- 110 C8H14 002080-89-9 43
4 4-Ethvlcvclohexanol 128 C8H160 004534-74-1 38
5 3.beta.-Methyl-trans-hexahydroph... 154 C9H1402 002205-25-6 38

Abundance Scan 580 (8.716 min): BF091703.D (-577) (-) m/z 81.10 100.00%
g1
5000
41 95 69
95 110 127 155 llllllllllllll|llll
141 8.40 8.60 8.80 9.00
170 182 m/z 55.10 38.89%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5669: 2,4-Heptadienal, (E,E)-
81
5000 U SRR S S
28 39 8.40 8.60 8.80 9.00
53 &7 m/z 41.10 35.02%
‘ | o5 110
....|.‘.‘..“ﬂ..“l“.|.”l..“i‘...‘.|..‘..|....|....|....|...
m/z--> 20 40 80 100 120 140 160 180
Abundance
81
840 8.60 880 9.00
5000 m/z 69.10 32 .44%
67
41 110
21 53 95
15
mz-> 20 40 60 80 100 120 140 160 180
Abundance #5804: 1,4-Hexadiene, 3-ethyl- e S m e
il 8.40 8.60 8.80 9.00
m/z 95.10 26 .56%
5000
41
27 53
T
'}?I”M'i"w'IJl”““"LI'J”I""I""P"'I'" U SRR S S
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00

8270-BF120916.M Tue Dec 20 04:49:10 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091703.D

Aca On : 17 Dec 2016 6:25

Operator : UM/SJ

Sample : H6090-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 10 Cyclopentane, 1,2-dimethyl-_._._. Concentration Rank 3

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

8.86 36.80 ng 4358930 Naphthalene-d8 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2-dimethvl-3-met... 110 C8H14 091884-67-2 58
2 3-Cvclopenten-1-one. 2.2.5.5-tet... 138 C9H140 081396-36-3 53
3 Cvclohexene. 3.5-dimethvl- 110 C8H14 000823-17-6 53
4 1.3-Dimethvl-1-cvclohexene 110 C8H14 002808-76-6 50
5 1,3-Hexadiene, 2,5-dimethyl- 110 C8H14 029253-64-3 50

Abundance Scan 593 (8.865 min): BF091703.D (-586) (-) m/z 95.10 100.00%
96
69 111
5000 41 95
o 128 145 159170179 193 IIIé'eblIé'8bllé'06llé'26ll
ot e ey m/z 69.10 61.89%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5891: Cyclopentane, 1,2-dimethyl-3-methylene-, cis-
95
5000 a1 67 81 RN R R AL
27 110 8.60 8.80 9.00 9.20
m/z 111.10 54.53%
III\I‘I \\ H ...|....|....|....|....|....|....|
m/z--> 20 80 100 120 140 160 180
Abundance
95
110 860 880 9.00 9.20
5000 m/z 110.10 54 _15%
41 67
o5 81 138
'|”"|""|'”'|""|'”'}%%"|'”'|""|"”|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5831: Cyclohexene, 3,5-dimethyl- e
95 8.60 8.80 9.00 9.20
m/z 55.10 49 .43%
67
5000
110
81
.,”..,...,.”.,....,.”.,....,..”,....,..”, S —
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\BF121616\
Data File : BF091703.D

Aca On : 17 Dec 2016 6:25

Operator : UM/SJ

Sample : H6090-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 11 unknown8.94 Concentration Rank 15

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

8.94 15.47 ng 1831690 Naphthalene-d8 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cvclohexvl-2-methvl-prop-2-en-... 152 C10H160 025183-82-8 49
2 Cvclooctane. 1.4-dimethvl-. trans- 140 C10H20 013151-98-9 45
3 2-Butenal. 2-ethvl- 98 C6H100 019780-25-7 42
4 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 015358-88-0 38
5 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 25

Abundance Scan 600 (8.945 min): BF091703.D (-598) (-) m/z 55.10 100.00%
69

5000

8.60 8.80 9.00 9.20
m/z 41.10 99.31%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24064: 1-Cyclohexyl-2-methyl-prop-2-en-1-one
4 55 69

83 152

5000 110 L B e e BB
8.60 8.80 9.00 9.20

m/z 69.10 90.02%

27 ‘ 9 123 137
H \H\ Il Al \‘H \\\‘ H | ‘ !

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

Abundance
55
a1 69 R EEEEE RS
8.60 8.80 9.00 9.20
5000 83 m/z 83.10 74 .42%
29
97 111 125
140
N B LA e o o o o ML o e i e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3132: 2-Butenal, 2-ethyl- B BEmma B B
a 98 8.60 8.80 9.00 9.20
m/z 95.10 73.26%
5000 55 69 g3
27
.,.‘a‘..‘ﬁHl.“a“l‘,.“.‘l.‘,....“,.... e RS R
m/z--> 20 40 60 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\BF121616\
Data File : BF091703.D

Aca On : 17 Dec 2016 6:25

Operator : UM/SJ

Sample : H6090-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 12 unknown9.52 Concentration Rank 16

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

9.52 15.34 ng 2006500 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Fluoro-o-xvlene 124 C8H9F 000443-82-3 38
2 4-Nonene. 3-methvl-. (2)- 140 C10H20 063830-69-3 15
3 Cvclohexane. 2.4-diethvl-1-methvl- 154 C11H22 061142-70-9 14
4 Benzene. 1-fluoro-2-methvl-4-nitro- 155 C7HG6FNO2 000455-88-9 14
5 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 018358-53-7 14

Abundance Scan 650 (9.516 min): BF091703.D (-646) (-) m/z 109.10 100.00%
109
69 124
41 95
5000
83 e
97 164 178 1 9.20 940 9.60 9.80
194 m/z 124.10 77.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10262: 3-Fluoro-o-xylene
109
124
5000 USSR SRR S A
9.20 9.40 9.60 9.80
m/z 69.10 75.57%
15 27 3\9 5“1‘6‘3 7\7\ 9\6‘\ | Al
miz-> 20 40 60 80 100 120 140 160 180
Abundance
55
a1 69 920 9.40 9.60 9.80
5000 m/z 55.10 57 .56%
29 83
S UL SURLELEL SURLALEL SR |'%%1'|" ';?q LRI UL S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25879: Cyclohexane, 2,4-diethyl-1-methyl- B RAmEE R B
69 9.20 9.40 9.60 9.80
m/z 41.10 53.40%
5000 °° 83 125
41
29
L UL SRS SRS S gél'lpg' - '%%9"%5ﬁ|' R A USSR SRR S
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\BF121616\
Data File : BF091703.D

Aca On : 17 Dec 2016 6:25

Operator : UM/SJ

Sample : H6090-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 13 (Benzo(b)thien-6-yl)acetic ... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.21 21.44 ng 2805580 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 (Benzo(b)thien-6-vDacetic acid 192 C10H802S 006177-87-3 50
2 Benzene. 1-(1.1-dimethvlethvl)-3... 162 C12H18 014411-56-4 50
3 Benzoic acid. 4-propvl-. 4-cvano... 283 C17H14FNO2 086776-51-4 47
4 Benzoic acid. 4-propvl-. 4-cvano... 265 C17H15N02 056131-49-8 47
5 2-Carboxycinnamic acid 192 C10H804 000612-40-8 45
Abundance Scan 711 (10.213 min): BF091703.D (-708) (-) m/z 147.10 100.00%

147
5000
43 o iz 163 192 9.80 10.00 10.20 10.40 10.60
.80 10.00 10.20 10.40 10.
77
0 ..,....,-|....?.3...,..|..,-.'..'.J",.1.??,. ..,-'..???..Inz?’?. | m/z 105.10  21.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #50092: (Benzo(b)thien-6-yl)acetic acid
147
5000 192 LA L L L L L L L LB

9.80 10.00 10,20 10.40 10.60
m/z 91.10 19.51%

18 32 45 63 77 g9 103 121934 | 151174 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
147
IR i
9.80 10.00 10.20 10.40 10.60
5000 m/z 192.10 19.09%
91 119 162
4l 64 77 105 133
T T T T T T T e T T e T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #108073: Benzoic acid, 4-propyl-, 4-cyano-3-fluorophenyl este B B o e
147 9.80 10.00 10.20 10.40 10.60
m/z 117.10 17.97%
5000
91
2741 6377 | 104713 | 254
e e e e e e e IR i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9. 80 10. 00 10. 20 10. 40 10 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091703.D

Aca On : 17 Dec 2016 6:25

Operator : UM/SJ

Sample : H6090-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 14 unknownl10.25 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.25 18.72 ng 2449330 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Dimethviphenvl isothiocvanate 163 CO9HONS 039842-01-8 38
2 Benzoic acid. 4-butvl-. methvl e... 192 C12H1602 020651-69-8 25
3 Terephthalic dihvdrazide 194 C8H10N402 000136-64-1 22
4 Cvclopropvl phenvl sulphide 150 C9H10S 014633-54-6 14
5 Terephthalic acid, methyl vinyl ... 206 C11H1004 004091-02-5 14
Abundance Scan 714 (10.248 min): BF091703.D (-712) (-) m/z 163.10 100.00%
163
149
117
5000 91 130 10
77 M N
39 51 63 tre 10.'00 10.'20 10.'40 10.|60
206 221 m/z 149.10 58.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31506: 2,4-Dimethylpheny! isothiocyanate
163
130
5000 LR SRR FULLL BN B
77 105 10. oo 10. 20 10 40 10. 60
39 51 148 ‘ m/z 117.10 51.39%
.:1.5|....| | “H \‘\\ L w“\ H. \‘ |118 ‘\ ....ll‘... AR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
149161
192 "' 10,00 10,20 10.40 10.60
5000 91 m/z 91.10 45 .28%
121
27 41 59 77 105 138 177
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52323: Terephthalic dihydrazide R AR RRRES T
163 10.00 10.20 10.40 10.60
m/z 130.05 44 _95Y%
5000 104
76 194
7 9 %0 e | P | B w0 | gy |
m/z--> 2'0 4'0 6|0 8|O 1(')0 12'0 14'10 1('30 180 2(')0 22'0 10. oo 10. 20 10 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091703.D

Aca On : 17 Dec 2016 6:25

Operator : UM/SJ

Sample : H6090-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 15 unknownl10.33 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.33 19.41 ng 2538950 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 3.3.5-trimethvl- 124 C9H16 000503-45-7 38
2 Cvclopentanecarboxaldehvde. 2-me... 124 C8H120 1000154-24-0 38
3 3-Cvclohexene-1-carboxaldehvde. ... 124 C8H120 000931-96-4 38
4 3-0Octvne. 2-methvl- 124 C9H16 055402-15-8 38
5 Cyclohexane, 1,3-dimethyl-2-meth... 124 C9H16 020348-74-7 38

Abundance Scan 721 (10.328 min): BF091703.D (-718) (-) m/z 109.10 100.00%

95 109

5000

10.00 10.20 10.40 10.60
m/z 95.10  91.45%

m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #10353: Cyclohexene, 3,3,5-trimethyl-

10,00 10.20 10.40 10.60
m/z 81.10 70.92%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
109
R A REEEE RS
95 124 10.00 10.20 10.40 10.60
5000 39 55 67 m/z 67.10 64 .50%
27 81
B AN A o o B IS B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10245: 3-Cyclohexene-1-carboxaldehyde, 1-methyl- R R ma AR
67 95 10.00 10.20 10.40 10.60
81 m/z 41.10 57.61%
55 124
5000 4l
27 109
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10 00 10. 20 10. 40 10 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091703.D

Aca On : 17 Dec 2016 6:25

Operator : UM/SJ

Sample : H6090-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 16 unknownl10.45 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.45 13.36 ng 1748540 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.5.5.6.7-Hexamethvilbicvclol4.... 192 C13H200 1000110-52-5 30
2 Benzenepropanoic acid. .alpha.-(... 206 C13H1802 053483-12-8 18
3 5-Amino-1.4-dihvdro-auinoxaline-... 177 C8H7N302 076097-87-5 18
4 Pvridine-3-carbonitrile. 1.2-dih... 192 C10H12N2S 202270-51-7 11
5 2-Hydroxy-4,6-dimethylbenzaldehyde 150 C9H1002 001666-02-0 11
Abundance Scan 732 (10.453 min): BF091703.D (-729) (-) m/z 149.10 100.00%
149 177
136
91
5000 206
192
159 220 1020 10.40 10.60 10.80
0 m/z 177.10 88.83%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #50506: 1,2,5,5,6,7-Hexamethylbicyclo[4.1.0]hept-2-en-4-one
177 192
12 149
5000 107 A SURLN BN SURIURA S
41 135 10.20 10.40 10.60 10.80
55 69 91 163 m/z 136.10 79.73%
N I ,\M‘, 1] | )
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
149
o1 131 11020 1040 10.60 10.80
5000 m/z 91.10 69.34Y%
57 206
78
at 67 103415 160 173 189
m/z--> 4b eb 85 160 150 150 1éo 1é0 260 250
Abundance #40746: 5-Amino-1,4-dihydro-quinoxaline-2,3-dione R A BAR T e  S
177 10.20 10.40 10.60 10.80
149 m/z 137.10 65.77%
5000 o4
39 52 66 105 1
~d .“W.,‘z‘”..‘:?”?..:‘u,l‘...l‘.l.%l.,.l‘..”,i(?...‘,....,....,.. e
m/z--> 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\BF121616\
Data File : BF091703.D

Aca On : 17 Dec 2016 6:25

Operator : UM/SJ

Sample : H6090-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 17 unknownl10.69 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.69 16.58 ng 1514850 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Naphthalenediol. 1l-ethvl-1.2... 192 C12H1602 056588-35-3 43
2 Propanenitrile. 3-(triethoxvsilvl)- 217 C9H19N0O3Si 000919-31-3 43
3 Silane. triethoxv-2-propenvl- 204 C9H2003Si1 002550-04-1 38
4 Ethanethiol. 2-(triethoxvsilvl)- 224 C8H2003SSi 018236-15-2 38
5 10,10-Dimethyl-4-acetyl-tricyclo... 206 C14H220 176171-97-4 38
Abundance Scan 753 (10.693 min): BF091703.D (-751) (-) m/z 163.10 100.00%
163
119
5000 a1 91 145 177
10.40 10,60 10.80 11.00
m/z 119.10 49 _75%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #50414: 1,2-Naphthalenediol, 1-ethyl-1,2,3,4-tetrahydro-, cis
119 145 163
5000 LRI UL UL S IUARL
91 mmmmmmnm
m/z 91.10 44 .31%
2 sLes T | 12 1m
| (A ] I \ I
m/z--> 25 45 éo éo 160 150 150 160 180 260 250
Abundance
163
10.40 10,60 10.80 11.00
5000 119 m/z 177.10 42 .74%
45 8
107 144
15 29 63 _d 130 174 188 202 216
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59206: Silane, triethoxy-2-propenyl- Al EEAE S R
163 10.40 10.60 10.80 11.00
m/z 164.10 39.92%
5000 119
79
63 o1 107 135
sor PO ] \wmmmm
m/z--> 25 45 éo éo 160 150 150 1éo 180 260 250 1040 1060 1080 1100
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091703.D

Aca On : 17 Dec 2016 6:25

Operator : UM/SJ

Sample : H6090-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 18 unknownl10.98 Concentration Rank 18

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

10.98 14.63 ng 1336530 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-(1.1-dimethvlethvI)-4... 162 C12H18 007364-19-4 38
2 Ethanone. 1-(2.3.4-trimethvlphen... 162 C11H140 001467-36-3 30
3 Ethanone. 1-(2.4.6-trimethvlphen... 162 C11H140 001667-01-2 25
4 Benzene. 1.3-bis(l-methvlethvl)- 162 C12H18 000099-62-7 22

5 Dewar benzene, hexamethyl- 162 C12H18 007641-77-2 22
Abundance Scan 778 (10.979 min): BF091703.D (-776) (-) m/z 149.10 100.00%
149
177
5000
10.60 10.80 11.00 11.20
0! m/z 147.10 96.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #30704: Benzene, 1-(1,1-dimethylethyl)-4-ethyl-
147
5000 LI L L L L L L L LB}
a1 o1 119 10.60 10.80 11.00 11.20
. 162 m/z 177.10 56.36%
152 5% T 0 |
...,.‘.‘..,..‘a‘.‘,”‘ .a“,..‘:. i, M e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
147
i e
119 10.60 10.80 11.00 11.20
5000 m/z 94.10 47 .44%
- 9 162
43
65
103 133
L s R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #30560: Ethanone, 1-(2,4,6-trimethylphenyl)- o e
147 10.60 10.80 11.00 11.20
m/z 119.00 41.09%
119
5000
91 162
77
39 51 65 ‘ 103
L2 0 O 1 0 1 N [
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091703.D

Aca On : 17 Dec 2016 6:25

Operator : UM/SJ

Sample : H6090-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 19 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.03 18.84 ng 1721690 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 72
2 Phenol. 4-(l1.1-dimethvlpropvl)- 164 C11H160 000080-46-6 64
3 Pentanoic acid. 5-hvdroxv-. p-t-... 250 C15H2203 166273-37-6 64
4 1-Adamantvl bromomethvl ketone 256 C12H17BrO 005122-82-7 59
5 4-tert-Butylphenyl acetate 192 C12H1602 003056-64-2 50
Abundance Scan 782 (11.025 min): BF091703.D (-781) (-) m/z 135.10 100.00%
5000
a1 107 10,80 11.00 11.20 1140
77 91 163 . . . )
0 ...,....','~...5?,....,....,.|...1,?.1.-.- (A0°SSAT7191205 221234 | /7 107.10  17.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #60213: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135
5000 LI B UL UL B

10.80 11.00 11.20 11.40
m/z 136.10 9.63%

107
15284 37 7791 V121 | 149 175 101 206
R A e e e R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
135
M
10.80 11.00 11.20 11.40
5000 107 m/z 41.10 6.84%
164
o7 4155 7791 451 | 149
L o AL B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #88413: Pentanoic acid, 5-hydroxy-, p-t-butylpheny! ester AR Baa T e
135 10.80 11.00 11.20 11.40
m/z 91.05 5.26%
5000
150
41 55
27 2 77 91 \ 121 | | 163177 192206219 235 250
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 80 11. OO 11. 20 11. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091703.D

Aca On : 17 Dec 2016 6:25

Operator : UM/SJ

Sample : H6090-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 20 unknownl11.20 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.20 34.12 ng 3117250 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2S.4R)-p-Mentha-T1(7).81-diene ... 168 C10H1602 1000292-74-4 43
2 Spirol4.41nonane. 1-methvlene- 136 C10H16 019144-06-0 38
3 1-Isopropenvl-3-propenvlcvclopen... 150 C11H18 1000192-81-2 37
4 p-Menth-8-ene. 3-methvylene- 150 C11H18 1000151-25-7 35
5 2-Methyl-2-bornene 150 C11H18 072540-93-3 32
Abundance Scan 797 (11.196 min): BF091703.D (-792) (-) m/z 93.10 100.00%
93
107
5000

10.80 11.00 11.20 11.40 11.60
m/z 107.10 59.72%

173184 202 220232

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #34454: (2S,4R)-p-Mentha-[1(7),8]-diene 2-hydroperoxide
93

41 79

5000

107 1080 1100 11.20 11.40 11.60

55 47
‘ ‘ d M‘ ‘ | 119]ﬁ5150 m/z 94.10 53.92%
\

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

Abundance
94
79 107 IIIIIIIIIIIIIIIIIIIIII
10.80 11.00 11.20 11.40 11.60
5000 m/z 80.05 45.56%
39 121136
53 66
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22903: 1-Isopropenyl-3-propenylcyclopentane LI e
67 o3 107 1080 11. OO 11. 20 11. 40 11. 60
121 m/z 79.10 35.83%
41 79
5000 55
AL T
m/z--> 20 40 6 80 100 120 140 160 180 200 220 240 10 80 11. OO 11. 20 11. 40 11. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121616\
Data File : BF091703.D

Acq On : 17 Dec 2016 6:25

Operator : UM/SJ

Sample - H6090-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.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... 4.93 17.4 ng 1006540 1 6.77 1154800 20.0
unknown6 .54 6.54 82.7 ng 4777630 1 6.77 1154800 20.0
unknown8.29 8.29 17.0 ng 2017590 2 8.06 2368790 20.0
1,3-Dimethyl-5-tr... 8.37 15.2 ng 1794060 2 8.06 2368790 20.0
Cyclohexane, 1,3,... 8.42 20.4 ng 2416920 2 8.06 2368790 20.0
2(1H)-Naphthaleno. .. 8.54 27.0 ng 3193810 2 8.06 2368790 20.0
unknown8 .58 8.58 24.5 ng 2906450 2 8.06 2368790 20.0
unknown8.72 8.72 14.6 ng 1728930 2 8.06 2368790 20.0
Cyclopentane, 1,2... 8.86 36.8 ng 4358930 2 8.06 2368790 20.0
unknown8 .94 8.94 15.5 ng 1831690 2 8.06 2368790 20.0
unknown9 .52 9.52 15.3 ng 2006500 3 9.82 2616600 20.0
(Benzo(b)thien-6-... 10.21 21.4 ng 2805580 3 9.82 2616600 20.0
unknown10.25 10.25 18.7 ng 2449330 3 9.82 2616600 20.0
unknown10.33 10.33 19.4 ng 2538950 3 9.82 2616600 20.0
unknown10.45 10.45 13.4 ng 1748540 3 9.82 2616600 20.0
unknown10.69 10.69 16.6 ng 1514850 4 11.30 1827360 20.0
unknown10.98 10.98 14.6 ng 1336530 4 11.30 1827360 20.0
Phenol, 4-(1,1,3,... 11.03 18.8 ng 1721690 4 11.30 1827360 20.0
unknownl11.20 11.20 34.1 ng 3117250 4 11.30 1827360 20.0
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