LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087295.D

Aca On : 22 May 2016 17:17

Operator : UM/SJ

Sample : H3172-12

Misc :

ALS Vial : 63 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-BF051716.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 1.701 8 10 49 rVB 3007934 5958788 100.00% 9.041%
2 4.684 269 271 275 rBV 95814 184803 3.10% 0.280%
3 4.741 275 276 282 rVB 66472 101022 1.70% 0.153%
4 5.016 298 300 305 rVB 48920 87440 1.47% 0.133%
5 5.142 309 311 318 rBVY 1886495 2316501 38.88% 3.515%
6 5.290 322 324 328 rVV 177657 207995 3.49% 0.316%
7 5.370 328 331 335 rvv2 48645 150475 2.53% 0.228%
8 5.564 345 348 355 rVB3 48725 131820 2.21% 0.200%
9 5.873 372 375 378 rBV2 74627 107236 1.80% 0.163%
10 5.953 379 382 384 rVV2 117783 195289 3.28% 0.296%

11 6.010 384 387 389 rvv2 164090 260057 4_36% 0.395%
12 6.044 389 390 395 rvB2 137302 246850 4.14% 0.375%
13 6.239 405 407 412 rBV 991167 1590884 26.70% 2.414%
14 6.330 412 415 419 rVV 3752023 3715797 62.36% 5.638%
15 6.433 423 424 426 rBvY 159521 158189 2.65% 0.240%

16 6.490 427 429 432 rVB3 88183 133613 2.24% 0.203%
17 6.559 432 435 440 rVB2 732261 1196660 20.08% 1.816%
18 6.650 440 443 446 rBV2 46441 68966 1.16% 0.105%
19 6.707 446 448 451 rBV 3150955 3300336 55.39% 5.007%
20 6.787 451 455 459 rVB3 78781 192700 3.23% 0.292%

21 6.913 462 466 470 rBv4 130470 296284 4._.97% 0.450%
22 6.982 470 472 473 rBY 146829 191005 3.21% 0.290%
23 7.027 473 476 479 rVB2 112342 221934 3.72% 0.337%
24 7.085 479 481 483 rBV3 120203 206941 3.47% 0.314%
25 7.142 483 486 488 rBV 2537575 3376469 56.66% 5.123%

26 7.176 488 489 491 rVB2 85479 102591 1.72% 0.156%
27 7.245 494 495 497 rBvV 271730 266238 4._47% 0.404%
28 7.336 500 503 505 rBv4 186229 255828 4._.29% 0.388%
29 7.370 505 506 509 rvB3 137126 186415 3.13% 0.283%
30 7.427 509 511 513 rBVv3 131790 216238 3.63% 0.328%

31 7.530 516 520 522 rBv4 169036 278418 4.67% 0.422%
32 7.576 522 524 525 rBV 145372 234281 3.93% 0.355%
33 7.610 525 527 529 rVB 180910 241944 4._.06% 0.367%
34 7.656 529 531 532 rBv2 162189 254339 4.27% 0.386%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087295.D

Aca On : 22 May 2016 17:17

Operator : UM/SJ

Sample : H3172-12

Misc :

ALS Vial : 63 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-BF051716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 7.679 532 533 535 rvB2 178293 143154 2.40% 0.217%

36 7.759 539 540 541 rBV 100165 102650 1.72% 0.156%
37 7.793 541 543 545 rBV3 84100 122189 2.05% 0.185%
38 7.850 545 548 551 rBV 936501 1568351 26.32% 2.379%
39 7.919 552 554 557 rVvB4 179425 329440 5.53% 0.500%
40 8.033 559 564 566 rBv4 399617 932227 15.64% 1.414%

41 8.090 566 569 570 rBv3 193223 289718 4._86% 0.440%
42 8.125 570 572 573 rBV 163363 202299 3.39% 0.307%
43 8.205 577 579 583 rVB3 154476 356385 5.98% 0.541%
44 8.319 583 589 593 rBv6 653284 2292132 38.47% 3.478%
45 8.376 593 594 595 rVvB 313818 215279 3.61% 0.327%

46 8.410 595 597 599 rVB3 234423 313560 5.26% 0.476%
47 8.468 601 602 603 rvB 173632 119025 2.00% 0.181%
48 8.513 603 606 608 rvB2 294966 452415 7.59% 0.686%
49 8.570 608 611 613 rBv2 242795 566698 9.51% 0.860%
50 8.628 613 616 617 rBv2 406519 679477 11.40% 1.031%

51 8.685 617 621 624 rBV5 338360 1017074 17.07% 1.543%
52 8.742 624 626 627 rvv2 358011 572423 9.61% 0.868%
53 8.810 630 632 636 rvv4 324603 660935 11.09% 1.003%
54 8.879 636 638 639 rvv2 613929 900068 15.10% 1.366%
55 8.925 640 642 644 rVV 4373538 4413214 74.06% 6.696%

56 9.016 648 650 651 rBvY 292668 357365 6.00% 0.542%
57 9.108 657 658 661 rBv2 506476 765259 12.84% 1.161%
58 9.279 669 673 675 rBv4 531914 1274440 21.39%% 1.934%
59 9.325 675 677 678 rvV 484888 708108 11.88% 1.074%
60 9.371 678 681 682 rvv2 596353 1273709 21.38% 1.932%

61 9.462 686 689 690 rvv 423664 543929 9.13% 0.825%
62 9.496 690 692 694 rvv2 345171 671973 11.28% 1.020%
63 9.565 694 698 699 rvv4 243195 541357 9.09% 0.821%
64 9.588 699 700 707 rvv2 1191227 2108424 35.38% 3.199%
65 9.691 707 709 712 rVB3 374018 585842 9.83% 0.889%

66 9.885 724 726 727 rBV 412627 484744 8.13% 0.735%
67 9.965 729 733 734 rBv2 589721 1214499 20.38% 1.843%
68 10.091 741 744 746 rBV3 470839 782976 13.14% 1.188%
69 10.273 758 760 763 rVB3 362242 554675 9.31% 0.842%
70 10.342 763 766 768 rVB 453326 697985 11.71% 1.059%

71 10.388 768 770 773 rBvV 2598717 2896260 48.60% 4._.394%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087295.D

Aca On : 22 May 2016 17:17

Operator : UM/SJ

Sample : H3172-12

Misc :

ALS Vial : 63 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-BF051716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 10.456 774 776 778 rVB2 347182 504628 8.47% 0.766%
73 10.536 782 783 785 rVB2 232714 257989 4_.33% 0.391%
74 10.582 785 787 789 rBvV2 412518 544041 9.13% 0.825%
75 11.074 828 830 832 rBV 1112383 957419 16.07% 1.453%

76 11.131 833 835 836 rBv2 275618 252209 4.23% 0.383%
77 12.651 965 968 971 rBV 2922413 3520679 59.08% 5.341%
78 13.565 1045 1048 1057 rVB 67947 129639 2.18% 0.197%
79 13.691 1057 1059 1066 rVB 514778 746513 12.53% 1.133%
80 15.051 1175 1178 1186 rVB 466942 654127 10.98% 0.992%

Sum of corrected areas: 65911848
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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\BF052216\

BF087295.D

22 May 2016 17:17

UM/SsJ

H3172-12

63 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
5000000

4000000

1.70

3000000

2000000

1000000

TIC: BF087295.D

5.14

5,
4484 507\ 5857556 55804

6.33

6.2

6.71

6.56

6t

7.14

.76.818

Ot——
Time-->

3.50

4.00

I
4.50 5.00 5.50

6.00

6.50

I
7.00 7.50

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BF087295.D

10.39

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF087295.D

5000000

4000000

3000000

2000000

1000000

13.69 15.05
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087295.D

Aca On : 22 May 2016 17:17

Operator : UM/SJ

Sample : H3172-12

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 unknown6.33 Concentration Rank 2

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

6.33 62.10 ng 3715800 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 415 (6.330 min): BF087295.D (-412) (-) m/z 132.10 100.00%
132
68
5000
40 96 IBENARBERARBL AR SRR
54 6.00 6.20 6.40 6.60
7
o .ﬁ-,?‘?.l~,]1?“??1.5,..'.,....,....,.... m/z 68.05 52.08%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 IBENABERARBE AR AR
6.00 6.20 6.40 6.60
70 m/z 66.05 36.37%
31 414 60 86
Oty 'P"“ Ana '”I%O§}%§ LA UL SR S
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 o 6.00 620 640 6.60
5000 m/z 134.10 32.70%
31 51 8
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R e AR ma
57 132 6.00 6.20 6.40 6.60
24 m/z 69.10 22 .43%
5000 og M°
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087295.D

Aca On : 22 May 2016 17:17

Operator : UM/SJ

Sample : H3172-12

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 unknown8.03 Concentration Rank 8

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

8.03 11.89 ng 932227 Naphthalene-d8 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Octadienal. 3.7-dimethvl-. (E)- 152 C10H160 000141-27-5 30
2 2.6-Octadienal. 3.7-dimethvl- 152 C10H160 005392-40-5 30
3 2.6-Octadienal. 3.7-dimethvl-. (2)- 152 C10H160 000106-26-3 30
4 Cyclohexene. 3-methvl-6-(1-methv... 138 C10H18 005256-65-5 25
5 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 25

Abundance Scan 564 (8.033 min): BF087295.D (-559) (-) m/z 55.10 100.00%
60

5000

7.60 7.80 8.00 8.20 8.40

0 m/z 69.10 99.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24061: 2,6-Octadienal, 3,7-dimethyl-, (E)-
41 69
5000 [TTrr[rrrrrrrrrrrrro1

7.60 7.80 8.00 8.20 8.40
84 o4 m/z 41.10 96.03%

27 109 123 137
0...“%9,.”k,”..ﬂh.qjﬂh\”..L.nqﬂ”.,”hw..uhn..“hn,.”.“..ﬁé?”,”..“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
69
41 —
7.60 7.80 8.00 8.20 8.40
5000 m/z 95.10 72.93%
84
94
27 53 109 123 137 18

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24060: 2,6-Octadienal, 3,7-dimethyl-, (2)- B e s S S
41 69 7.60 7.80 8.00 8.20 8.40
m/z 39.10 52.14%
5000
84
. % 109
119 134
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7. 60 7.80 8. 00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087295.D

Aca On : 22 May 2016 17:17

Operator : UM/SJ

Sample : H3172-12

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 Bicyclo[3.1.1]heptane, 2,6,... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

832 20.23ng 2292130  Naphthalene-d8 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Bicvclol3.1.11lheptane. 2.6.6-tri... 138 C10H18 004863-59-6 50
2 Bicvclol3.1.11heptane. 2.6.6-tri... 138 C10H18 004795-86-2 47

3 1-Cvclohexene-1-carboxaldehvde. ... 152 C10H160 021391-98-0 46
4 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 46
5 Bicyclo[2.2.1]heptane-2-carboxal... 138 C9H140 015780-36-6 38
Abundance Scan 589 (8.319 min): BF087295.D (-583) (-) m/z 41.10 100.00%
41 55 109
5000
122 '8.00 8.20 840 8.60
170 : : :
0 162 m/z 109.10 95.91%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16415: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, [1R-(1.al...
4 5
67 95
5000 81 lllllllllllllllllllllll
8.00 8.20 8.40 8.60
109 123 m/z 55.10 85.22%
I \‘\ \‘\ il ol L] 138
O e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
41 55
R R
67 95 8.00 8.20 8.40 8.60
5000 81 m/z 39.10 55.54%
100 123
138
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #24189: 1-Cyclohexene-1-carboxaldehyde, 4-(1-methylethyl)- e B
a1 109 8.00 8.20 8.40 8.60
81 m/z 95.10 54_.92%
5000 55 67
27 95
I O
IR VST 1 O N Y I [ O, VoY e
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\BF052216\
Data File : BF087295.D

Aca On : 22 May 2016 17:17

Operator : UM/SJ

Sample : H3172-12

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 unknown8.51 Concentration Rank 19

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

8.51 5.77 ng 452415 Naphthalene-d8 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Hexadiene. 2.3-dimethvl- 110 C8H14 018669-52-8 38
2 1.3-Dimethvl-1-cvclohexene 110 C8H14 002808-76-6 38
3 2.4-Hexadiene. 2.5-dimethvl- 110 C8H14 000764-13-6 38
4 Ethanone. 1-(2-furanv)- 110 C6H602 001192-62-7 38
5 Cyclobutene, 1,2,3,4-tetramethyl- 110 C8H14 090346-45-5 32

Abundance Scan 606 (8.513 min): BF087295.D (-603) (-) m/z 95.10 100.00%
55 95
41
5000 111
69
123 B RNEEE SRS NS RN
81 145 8.20 8.40 8.60 8.80
o 100 180 m/z 55.10 79.39%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5843: 1,4-Hexadiene, 2,3-dimethyl-
95
41 7
5000 820 840 860 880
55 : : : :
27 ‘ o 110 m/z 41.10 54.00%
0Illll‘l‘wllwl‘\llwh‘wIl\l‘wll“i‘llwl\llllllIIIIIIIIIIIIIIIIII
m/z--> 20 0 60 80 100 120 140 160 180
Abundance
95
820 840 860 8.80
5000 m/z 111.10 42 .35%
67
41 55 82 110
27
L L L S WL WL B UL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5846: 2,4-Hexadiene, 2,5—dimethy|— TT T[T T T T[T T T T[T T T T [TTTT
95 8.20 8.40 8.60 8.80
m/z 110.10 39.82%
110
5000 o 67
27
15 ‘ 81
0..‘.lu‘l‘..‘k“..“l“lﬂ.“l‘..Hi“..‘.“lluu‘..|....|....|....|.. R R
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087295.D

Aca On : 22 May 2016 17:17

Operator : UM/SJ

Sample : H3172-12

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 Cyclohexane, 1,1,3,5-tetram... Concentration Rank 15

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

8.57 7.23 ng 566698 Naphthalene-d8 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20 050876-31-8 60
2 Triallvisilane 152 C9H16Si 001116-62-7 43
3 Cvclohexane. 1.1.2-trimethvl- 126 C9H18 007094-26-0 38
4 2-Undecene. 2-methvl- 168 C12H24 056888-88-1 35
5 Cyclohexane, l-ethyl-2,3-dimethyl- 140 C10H20 007058-05-1 35

Abundance Scan 611 (8.570 min): BF087295.D (-608) (-) m/z 69.10 100.00%
¢
41 o> 125
5000 83 95
111
135 155 170 8.20 8.40 8.60 8.80 9.00
o A L m/z 55.10 68.30%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17400: Cyclohexane, 1,1,3,5-tetramethyl-, trans-
69 125
41 83
55
5000 LRSS SRR SRR
8.20 8.40 8.60 8.80 9.00
27 m/z 125.10 59.90%
oL, Il‘ISI .U. . H‘"""‘I el |9|7| 109 - .1‘,10. EN—
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
69
o 820 840 8.60 8.80 9.00
5000 43 m/z 41.10 58.03%
111
% 95 124 151
S R L N L WL WL L S UL W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11227: Cyclohexane, 1,1,2-trimethyl- R R RREEEEa
69 8.20 8.40 8.60 8.80 9.00
41 56 m/z 83.10 50.07%
111
5000
27
126
I I
O ‘ “ : H“'Il"'n"w'l""l'"'I""I' A I U S
m/z--> 20 40 60 100 120 140 160 180 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087295.D

Aca On : 22 May 2016 17:17

Operator : UM/SJ

Sample : H3172-12

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 1-Decalone (cis-trans) Concentration Rank 12

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

8.63 8.66 ng 679477 Naphthalene-d8 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decalone (cis-trans) 152 C10H160 004832-16-0 94
2 2-Decalone.cé&t 152 C10H160 004832-17-1 91
3 2(1H)-Naphthalenone. octahvdro-.... 152 C10H160 016021-08-2 90
4 Spirol3.5Tnonan-1-one. 5-methvl-... 152 C10H160 065147-56-0 81
5 Bicyclo[4.1.0]heptan-3-one, 4,7,... 152 C10H160 004176-04-9 64

Abundance Scan 616 (8.628 min): BF087295.D (-613) (-) m/z 55.10 100.00%
s P 81
67 108
5000
820 8.40 8.60 8.80 9.00
o} m/z 81.10 85.68%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23971: 1-Decalone (cis-trans)
55 81
4 67 108
5000 27 95 152 IR A R
8.20 8.40 8.60 8.80 9.00
m/z 41.10 80.75%
15 ‘ ‘ 123 134
0..‘.|....l“..“ll‘ HH\ M \\ ”... ...‘.|....|.
m/z--> 20 40 100 120 140 160 180
Abundance
55 81 108 152
41 67 820 8.40 8.60 8.80 9.00
5000 95 m/z 67.10 73.78%
123 134
s L L L S U L L AL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24088: 2(1H)-Naphthalenone, octahydro-, trans- A BREEEEEEEE
41 55 8 108 8.20 8.40 8.60 8.80 9.00
67 m/z 108.10 72 .23%
152
5000 95
W W
0|||||||||M||“ll‘|‘|H|H‘||Hl‘l|‘l“|‘||H|‘||‘|‘l||‘|‘|||‘|‘|||||||| R B R B e
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80 9.00

8270-BF051716.M Mon May 23 19:16:52 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087295.D

Aca On : 22 May 2016 17:17

Operator : UM/SJ

Sample : H3172-12

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 unknown8.68 Concentration Rank 5

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

8.68 12.97 ng 1017070 Naphthalene-d8 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (l-ethvipropvI)- 154 C11H22 026321-98-2 37
2 p-Fluoroethvlbenzene 124 C8H9F 000459-47-2 32
3 Cvclohexane. pentvl- 154 C11H22 004292-92-6 27
4 Cvclohexanecarboxvlic acid. meth... 142 C8H1402 004630-82-4 25
5 2,4-Heptadiene, 2,4-dimethyl- 124 CO9H16 074421-05-9 25

Abundance Scan 621 (8.685 min): BF087295.D (-617) (-) m/z 83.10 100.00%
5000
840 860 880 9.00
0! m/z 41.10 69.12%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25869: Cyclohexane, (1-ethylpropyl)-
55 83
69
5000 41 125 RIS RN R
8.40 8.60 8.80 9.00
29 m/z 109.10 59.15%
154
o T .‘.‘..‘l‘. ; I\H‘I . l‘. ; I‘l ; '9'7I .:!-1.1. I .‘.:!-3.5| — .‘. e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
109
840 860 880 9.00
5000 m/z 55.10 42 .41%
124
oL 15 27 39 51 63 74 83 96
miz--> 20 40 60 8 100 120 140 160 180
Abundance #25840: Cyclohexane, pentyl— TT T[T T T T[T T T T[T T T T [TTTT
83 8.40 8.60 8.80 9.00
m/z 67.10 38.80%
55
5000
41 .
29 154
05— }?"J"‘Uh' NLI .MM - "%7|'%¥1'|%2§" T J'I' U N RS RN I
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00

8270-BF051716.M Mon May 23 19:16:52 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087295.D

Aca On : 22 May 2016 17:17

Operator : UM/SJ

Sample : H3172-12

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 unknown8.81 Concentration Rank 18

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

8.81 6.27 ng 660935 Acenaphthene-d10 9.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 3-Fluoro-. ethvl e... 168 C9H9F02 000451-02-5 47
2 3-Fluorobenzoic acid. undec-10-e... 292 C18H25F02 1000279-01-2 47
3 (-)-Menthoxvacetvl chloride 232 C12H21CIl02 015356-62-4 35
4 2.2-Dimethvlocta-3.4-dienal 152 C10H160 000590-71-6 35
5 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 25

Abundance Scan 632 (8.810 min): BF087295.D (-630) (-) m/z 41.10 100.00%
5000
152 168 ;g1 8.46I Ié.66l I8I.8(I)I '9'.06' '9'.26'
(o} m/z 55.10 85.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #35394: Benzoic acid, 3-fluoro-, ethyl ester
123
95
5000 RS R SRS R R
140 840 8.60 8.80 9.00 9.20
75 168 m/z 95.10 77 .81%
ol 15 29 45 5 | g5 | 109 | 150
miz--> B b e 8 100 10 10 160 1o
Abundance
123
95
41 ULRESE LRSS SRR LR L
55 8.40 8.60 8.80 9.00 9.20
5000 68 m/z 123.10 75.83%
82
29 110 141 152
e L L S S UL UL B LI B WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #HT7247: (—)—Menthoxyacetyl chloride LS B LA L N L
5 81 95 8.40 8.60 8.80 9.00 9.20
41 m/z 81.10 69.33%
69
5000 123 139
27
109
MECIR TN 0 O 7S B
m/z--> 20 40 60 80 100 120 140 160 180 8. 40 8.60 8. 80 9. oo 9.20

8270-BF051716.M Mon May 23 19:16:53 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087295.D

Aca On : 22 May 2016 17:17

Operator : UM/SJ

Sample : H3172-12

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 3,5-Dimethyl-1-adamantanol Concentration Rank 14

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

9.11 7.26 ng 765259 Acenaphthene-d10 9.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-Dimethvl-1-adamantanol 180 C12H200 000707-37-9 72
2 Acetamide. N-(2-hvdroxvphenvI)-N... 165 C9H11NO2 000573-27-3 46
3 2-Amino-4-acetamino anisole 180 C9H12N202 006375-47-9 46
4 1.4-Hexadiene. 2.3.4.5-tetramethyvl- 138 C10H18 051504-54-2 35
5 2,2-Dimethylocta-3,4-dienal 152 C10H160 000590-71-6 27

Abundance Scan 658 (9.108 min): BF087295.D (-657) (-) m/z 109.10 100.00%
1
5000
880 9.00 920 9.40
o} m/z 123.10 81.88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42617: 3,5-Dimethyl-1-adamantanol
109 123
5000 IR UL LRSS S
180 8.80 9.00 9.20 9.40
a m/z 41.10 45.00%
29 ‘ 67 79 91 165
O|||||‘|‘||‘|‘|||“|‘||“:‘||H|‘||‘|M|||”l‘|||“|||||]|-4|.7||||‘||||‘||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
123
880 9.00 9.20 9.40
5000 m/z 55.10 44 _57%
108
3 165
0 g 53 66 80 % 135 147
mz-> 20 40 60 8 100 120 140 160 180
Abundance #43140: 2-Amino-4-acetamino anisole R AR EEmEa mE
123 8.80 9.00 9.20 9.40
m/z 95.10 41_.37%
5000 180
43 95 165
15 28 | %8 678 | U0 | 189 |
mz-> 20 40 60 8 100 120 140 160 180 880 9.00 9.20 9.40

8270-BF051716.M Mon May 23 19:16:54 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087295.D

Aca On : 22 May 2016 17:17

Operator : UM/SJ

Sample : H3172-12

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 unknown9.28 Concentration Rank 6

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

9.28 12.09 ng 1274440 Acenaphthene-d10 9.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1"-propvlidenebis- 208 C15H28 054934-91-7 38
2 Cvclohexane. 1.1.2.3-tetramethvl- 140 C10H20 006783-92-2 30
3 2.4-Heptadiene. 2.6-dimethvl- 124 C9H16 004634-87-1 27
4 1R.2c.3t.4t-Tetramethvl-cvclohexane 140 C10H20 1000144-07-3 22
5 2-Amino-4-methylpyrimidine 109 C5H7N3 000108-52-1 22

Abundance Scan 673 (9.279 min): BF087295.D (-669) (-) m/z 109.10 100.00%
109
41
55 69 124
5000
83 e
97 9.00 9.20 9.40 9.60
160
o T e m/z 41.10  78.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61707: Cyclohexane, 1,1'-propylidenebis-
41 55 69 83
124
5000 ISR AR R
9.00 9.20 9.40 9.60
o7 179 m/z 69.10 73.21%
et b 299 o7 a0 65 7T 20m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69
s ISR AR R
9.00 9.20 9.40 9.60
5000 m/z 55.10 73.08%
29 125
83
97 111 140
L L U S B WL B LA B WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10355: 2,4—Heptadiene, 2,6—dimethy|— LA L L L L L
109 9.00 9.20 9.40 9.60
o7 m/z 124.10 67.00%
5000 124
41 55 81
0 |.‘2.?..‘lH...“.l.‘l‘..“l“..‘.“‘.|.‘.‘..|.‘...|....|....|....l.... SN S
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

8270-BF051716.M Mon May 23 19:16:55 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087295.D

Aca On : 22 May 2016 17:17

Operator : UM/SJ

Sample : H3172-12

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 unknown9.32 Concentration Rank 16

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

9.32 6.72 ng 708108 Acenaphthene-d10 9.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Heptadiene. 5.5-dimethvl- 124 C9H16 024618-86-8 46
2 Pentalenoll.2-bloxirene. octahvd... 124 C8H120 055449-70-2 46
3 Cvclopentene. 1.2.3-trimethvl- 110 C8H14 000473-91-6 43
4 6-Methvl-2-heptvne 110 C8H14 051065-64-6 38
5 Sorbic acid vinyl ester 138 C8H1002 042739-26-4 38

Abundance Scan 677 (9.325 min): BF087295.D (-675) (-) m/z 95.10 100.00%

5000

9.00 9.20 9.40 9.60

137 153 163,,5 184

(o m/z 55.10 90.17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10351: 1,3-Heptadiene, 5,5-dimethyl-
95
67
5000 27 4l 55 L
9.00 9.20 9.40 9.60
79 109 124 m/z 41.10 75.80%
0 | ‘ \‘\‘m N1 ‘\ \‘\“ LL ‘
T T e P e e T e T )
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
95
67 R REREEEEE R
80 9.00 9.20 9.40 9.60
5000 m/z 81.10 69.78%
41 106
53 124
S o T L S e S eI EE
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5855: Cyclopentene, 1,2,3-trimethyl- A BEmma BT R
95 9.00 9.20 9.40 9.60
m/z 67.10 53.84%
5000 67
110
27 3% 55 77
O 2 Y O N R
LA A e o o NLAA A i o o o | R REREEEEE R
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60

8270-BF051716.M Mon May 23 19:16:56 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087295.D

Aca On : 22 May 2016 17:17

Operator : UM/SJ

Sample : H3172-12

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 Naphthalene, 2,7-dimethyl- Concentration Rank 7

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

9.37 12.08 ng 1273710 Acenaphthene-d10 9.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 96
2 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 95
3 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 95
4 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 95
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 94

Abundance Scan 681 (9.371 min): BF087295.D (-678) (-) m/z 141.10 100.00%
141
156
5000
41 109
g1 % 128 SRR SR
70 167 184 ;o6 9.00 9.20 9.40 9.60 9.80
of m/z 156.10 79.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27178: Naphthalene, 2,7-dimethyl-
156
141
5000
9.00 9.20 9.40 9.60 9.80
m/z 41.10 36.38%
o 2 a5l 8 T a2 |
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance
156
141 AR SR
9.00 9.20 9.40 9.60 9.80
5000 m/z 109.10 34.86%
115 1.g
ol 27 39 51 65 7 89 102
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #27170: Naphthalene, 1,3-dimethyl- R R RREEEEa
156 9.00 9.20 9.40 9.60 9.80
. m/z 95.10 23.77%
5000
115
ol 27 30 51 63 75 89 102 128 1y
mz-> 20 40 6|0 8|0 100 120 140 160 180 200 0.00 9.20 9.40 9.60 9.80

8270-BF051716.M Mon May 23 19:16:57 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087295.D

Aca On : 22 May 2016 17:17

Operator : UM/SJ

Sample : H3172-12

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 unknown9.50 Concentration Rank 17

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

9.50 6.37 ng 671973 Acenaphthene-d10 9.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5.9-Decatriene. 2.3.5.8-tetram... 192 C14H24 230646-72-7 49
2 3.4-Octadiene. 7-methvl- 124 C9H16 037050-05-8 43
3 Cvclopentene. 1-pentvl- 138 C10H18 004291-98-9 30
4 3-Menthene 138 C10H18 1000118-83-1 30
5 2-Cyclopentene-l-acetaldehyde, 2... 166 C10H1402 075332-42-2 27

Abundance Scan 692 (9.496 min): BF087295.D (-690) (-) m/z 55.10 100.00%
5000
109 125
9.20 9.40 9.60 9.80
0 m/z 41.10 97 .44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50582: 1,5,9-Decatriene, 2,3,5,8-tetramethyl-
41 69
81
55 o5
5000 ISR U
9.20 9.40 9.60 9.80
0
‘ 109123137 - m/z 81.10 76.01%
0 ...lu‘...i‘...‘.luu“. I\\iH \H H : “‘:..‘l“,.l.s.o.llq:a...‘ |:|I-9|2||||
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
41 &
81 9.'20 9.110 9.|60 9.130
5000 53 95 m/z 69.10 74 .19%
109
124
S L S S L WL L B B WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16284: Cyclopentene, 1-pentyl- R EEma S S
67 9.20 9.40 9.60 9.80
m/z 95.10 66 .05%
5000
41
7 55 ‘ 138
0 '}?l'w"‘ﬂ"Jml'ﬁl'”m"" |}9?'}%% L AL UL DL B SR U
m/z--> 20 40 60 100 120 140 160 180 200 9.20 9.40 9.60 9.80

8270-BF051716.M Mon May 23 19:16:58 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087295.D

Aca On : 22 May 2016 17:17

Operator : UM/SJ

Sample : H3172-12

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 unknown9.69 Concentration Rank 20

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

9.69 5.56 ng 585842 Acenaphthene-d10 9.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol. l1-ethynvl- 124 C8H120 000078-27-3 46
2 Cvclohexene. l1l-ethvl- 110 C8H14 001453-24-3 38
3 Cvclohexane. ethvlidene- 110 C8H14 001003-64-1 38
4 1.3-Hexadiene. 2.5-dimethvl- 110 C8H14 029253-64-3 35
5 Cyclohexene,1-(2-propenyl)- 122 C9H14 013511-13-2 30

Abundance Scan 709 (9.691 min): BF087295.D (-707) (-) m/z 81.10 100.00%
5000
109 122 134 164 e
182 9.40 9.60 9.80 10.00
o} m/z 41.10 75.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10167: Cyclohexanol, 1-ethynyl-
es 8L
95
5000 L UL R UL B
9.40 9.60 9.80 1000
109 m/z 55.10 66.58%
i |
0||||||| ‘“ﬁ“ll‘uuu“uuh‘i“u|‘||‘||||||||||||||||||||||||||||
m/z--> 60 80 100 120 140 160 180 200
Abundance
81
'940 9.60 9.80 10.00
5000 . m/z 67.10 64 .83%
41 110
27 53 95
e L S S L WL L B B WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5808: Cyclohexane, ethylidene- e e ERRES BE s
81 9.40 9.60 9.80 10.00
. m/z 95.10 63.72%
5000 a1 0
21 ‘ 53 95 ‘
0.}?“M..VHMW,NMJM.uﬂ,...w....,”..,.”.,...w.. e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10 00

8270-BF051716.M Mon May 23 19:16:59 2016

Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087295.D

Aca On : 22 May 2016 17:17

Operator : UM/SJ

Sample : H3172-12

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 unknown9.96 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.96 11.52 ng 1214500 Acenaphthene-d10 9.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Methvl-3.4-dihvdro-2H-pvrido(l... 162 C9H10N20 061751-44-8 43
2 4-Bromobutanoic acid. 2-(l-adama... 328 C16H25Br02 1000282-75-4 43
3 3-Tetradecen-5-vne. (2)- 192 C14H24 074663-68-6 42
4 3-Tetradecen-5-vne. (BE)- 192 C14H24 074744-44-8 38
5 Pentafluoropropionic acid, 2-(1-... 326 C15H19F502 1000283-03-9 38
Abundance Scan 733 (9.965 min): BF087295.D (-729) (-) m/z 134.10 100.00%
134
79

5000

9.60 9.80 10.00 10.20

0! m/z 79.10 79.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #31115: 9-Methyl-3,4-dihydro-2H-pyrido(1,2-a)pyrimidin-2-one
134
162
5000 LA L L L L L L L L L
108 9.60 9.80 10.00 10.20
{ m/z 41.10 55.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
135 162
R EEEmm R B
9.60 9.80 10.00 10.20
5000 m/z 91.10 53.43%
93
26 41 67 119 193 224 282 310

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #50565: 3-Tetradecen-5-yne, (2)- R EEEmm R B
9.60 9.80 10.00 10.20

m/z 135.10 52 .83%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 9. 60 9. 80 10. 00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087295.D

Aca On : 22 May 2016 17:17

Operator : UM/SJ

Sample : H3172-12

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 Butanoic acid, 4-[4-methyli... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.09 7.43 ng 782976 Acenaphthene-d10 9.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 4-T4-methvlimidaz... 196 C10H16N202 1000116-74-5 53
2 3-Tetradecvne 194 C14H26 060212-32-0 46
3 (N-(2H)-Lonaipinane 206 C15H26 1000156-12-3 41
4 Bicvclol2.2.27loctane. 2-methvl- 124 C9H16 000766-53-0 38
5 1,3-Hexadiene, 3-ethyl-2-methyl-_._.. 124 C9H16 074752-97-9 30
Abundance Scan 744 (10.091 min): BF087295.D (-741) (-) m/z 109.10 100.00%
95 109
41 55

5000

9.80 10.00 10.20 10.40

0 m/z 95.10 85.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53168: Butanoic acid, 4-[4-methylimidazol-5-yI]-, ethyl este
109
95
5000 LA L L L L L L L
151 196 9.80 10.00 10.20 10.40

m/z 41.10 80.89%

42
54 123
o N B S - N (- 1 L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
67
S
81 9.80 10.00 10.20 10.40
5000 43 55 9 109 m/z 55.10 79.60%
29
3
138 151 165 179 194
O o T AT T e o e

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

Abundance #60293: (+)-(2)-Longipinane e e ERRES BE s
109 9.80 10.00 10.20 10.40

m/z 81.10 53.76%

5000

135
150 163 147 191 206

I I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087295.D

Aca On : 22 May 2016 17:17

Operator : UM/SJ

Sample : H3172-12

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 unknownl10.46 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.46 10.54 ng 504628 Phenanthrene-d10 11.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodeca-1.6-dien-12-ol. 6.10-dime... 210 C14H260 1000156-13-8 43
2 1.4-Methanonaphthalene. 6.7-diet... 206 C15H26 016539-02-9 42
3 Cvclohexene. 1.2-dimethvl- 110 C8H14 001674-10-8 41
4 1-Methvl-2-methvlenecvclohexane 110 C8H14 002808-75-5 41
5 1,2-Di-but-2-enyl-cyclohexane 192 C14H24 1000188-05-3 38
Abundance Scan 776 (10.456 min): BF087295.D (-774) (-) m/z 81.10 100.00%
1 8t
55 67 95 149
5000
110.20 10,40 10.60 10.80
0! m/z 41.10 95.80%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #62986: Dodeca-1,6-dien-12-ol, 6,10-dimethyl-
41 55 81
67 95
5000 LI BN UL L B
mmmmmmmm
109 1o m/z 95.10 82.73%
0l i ﬁ“.‘. .H.‘ Il “ "h ‘k‘. H‘H\ ““‘. i \‘ .].-3.5| Ilfl|9|]|.6|3l |1|77| — IZIZI.IOI —
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
95
noe 109 10.20 10.40 10.60 10.80
55 177 : : : :
5000 81 137 m/z 149.20 82.23%
121
29 165 206
o 149 191
m/z--> 26 45 éo 85 160 150 150 1éo 180 200 250
Abundance #5832: Cyclohexene, 1,2-dimethyl- R A REEEE B B
o7 95 10.20 10.40 10.60 10.80
81 m/z 67.10 82.08%
110
5000 41
27
0-|---| \M‘ ‘ ‘I"H"I""I""I""I""I""I" A RE RS mam e S
m/z--> 20 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\BF052216\
Data File : BF087295.D

Aca On : 22 May 2016 17:17

Operator : UM/SJ

Sample : H3172-12

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.58 11.36 ng 544041 Phenanthrene-d10 11.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_11heptan-2-one., 1.7.... 152 C10H160 000464-48-2 58
2 3-Menthene 138 C10H18 1000118-83-1 53
3 cis. cis-2-Ethvilbicvclol4.4.01de... 166 C12H22 066660-40-0 49
4 5-Octen-2-vn-4-ol 124 C8H120 1000196-87-1 42
5 Bicyclo[3.1.0]hexan-3-one, 4-met... 152 C10H160 000471-15-8 41
Abundance Scan 787 (10.582 min): BF087295.D (-785) (-) m/z 95.10 100.00%
1 9
5000
10.20 10.40 10,60 10.80 11.00
of m/z 81.10 93.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #24202: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)-
95
81
41
5000 AL BRI SURRRR BRI R
55 69 108 10,20 10,40 10,60 10.80 11.00
. ‘ 152 m/z 41.10 75.65%
ST T <
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
81 95
10.20 10.40 10,60 10.80 11.00
5000 67 m/z 55.10 60.12%
41
27 55 123 138
15 109
G L L U UL B B S A LA SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33326: cis, cis-2-Ethylbicyclo[4.4.0]decane R EREEE R
81 137 10.20 10.40 10.60 10.80 11.00
o5 m/z 74.10 58.18%
166
5000 61
55
109
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10,20 10,40 10,60 10.80 11.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052216\
Data File : BF087295.D

Acq On : 22 May 2016 17:17

Operator : UM/SJ

Sample : H3172-12

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.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]
unknown6 .33 6.33 62.1 ng 3715800 1 6.56 1196660 20.0
unknown8.03 8.03 11.9 ng 932227 2 7.85 1568350 20.0
Bicyclo[3.1.1]hep... 8.32 29.2 ng 2292130 2 7.85 1568350 20.0
unknown8 .51 8.51 5.8 ng 452415 2 7.85 1568350 20.0
Cyclohexane, 1,1,... 8.57 7.2 ng 566698 2 7.85 1568350 20.0
1-Decalone (cis-t... 8.63 8.7 ng 679477 2 7.85 1568350 20.0
unknown8 .68 8.68 13.0 ng 1017070 2 7.85 1568350 20.0
unknown8.81 8.81 6.3 ng 660935 3 9.59 2108420 20.0
3,5-Dimethyl-1-ad... 9.11 7.3 ng 765259 3 9.59 2108420 20.0
unknown9 .28 9.28 12.1 ng 1274440 3 9.59 2108420 20.0
unknown9 .32 9.32 6.7 ng 708108 3 9.59 2108420 20.0
Naphthalene, 2,7-_.. 9.37 12.1 ng 1273710 3 9.59 2108420 20.0
unknown9 .50 9.50 6.4 ng 671973 3 9.59 2108420 20.0
unknown9 .69 9.69 5.6 ng 585842 3 9.59 2108420 20.0
unknown9 .96 9.96 11.5 ng 1214500 3 9.59 2108420 20.0
Butanoic acid, 4-... 10.09 7.4 ng 782976 3 9.59 2108420 20.0
unknown10.46 10.46 10.5 ng 504628 4 11.07 957419 20.0
Bicyclo[2.2.1]hep... 10.58 11.4 ng 544041 4 11.07 957419 20.0
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