LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\

Data File : BF088557.D

Aca On > 1 Jul 2016 4:42 Instrument :

Operator : UM/SJ E?Afs el
- _ lentosampleld :

3?2?:'6 - 13630-10 B1409-TP04W-1224

ALS Vial : 28 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-BF063016.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 1.678 5 8 11 rVB 3062430 4049532 100.00% 7.124%
2 1.735 11 13 23 rv 221682 494620 12.21% 0.870%
3 1.872 23 25 41 rVV 1293788 2101803 51.90% 3.697%
4 2.078 41 43 49 rVB 92838 135628 3.35% 0.239%
5 5.004 296 299 307 rVB 327792 492672 12.17% 0.867%
6 5.427 332 336 338 rBY 2517788 3787418 93.53% 6.663%
7 5.827 368 371 373 rBV2 56472 76282 1.88% 0.134%
8 6.067 391 392 396 rVB2 79118 105922 2.62% 0.186%
9 6.124 396 397 398 rBV 49071 42450 1.05% 0.075%
10 6.261 406 409 411 rBV 56984 93195 2.30% 0.164%

11 6.353 415 417 420 rVB 158930 157427 3.89% 0.277%
12 6.456 422 426 428 rVV 3043590 3564342 88.02% 6.270%
13 6.593 434 438 440 rBV 3099307 4038878 99.74% 7.105%
14 6.684 442 446 447 rVB2 53839 74125 1.83% 0.130%
15 6.730 447 450 451 rBV2 41175 56440 1.39% 0.099%

16 6.822 455 458 459 rBvV 940351 831658 20.54% 1.463%
17 6.844 459 460 462 rVB 180684 143733 3.55% 0.253%
18 6.890 462 464 465 rBV2 75736 91934 2.27% 0.162%
19 6.924 465 467 468 rBvV 40671 58591 1.45% 0.103%
20 6.982 469 472 474 rVB 2672175 2966578 73.26% 5.219%

21 7.062 476 479 480 rBvV2 50362 92376 2.28% 0.163%
22 7.096 480 482 485 rVB2 146771 184555 4_56% 0.325%
23 7.222 487 493 494 rBV3 122067 253652 6.26% 0.446%
24 7.256 494 496 498 rBvV 83887 116704 2.88% 0.205%
25 7.382 502 507 510 rBV 2045486 2715113 67.05% 4._.776%

26 7.427 510 511 513 rVvB2 85734 74387 1.84% 0.131%
27 7.473 513 515 517 rvB2 184882 224538 5.54% 0.395%
28 7.542 517 521 523 rBV3 86386 236285 5.83% 0.416%
29 7.610 523 527 528 rBV3 99382 205082 5.06% 0.361%
30 7.633 528 529 531 rvB2 186987 137635 3.40% 0.242%

31 7.702 533 535 536 rBv2 77701 134332 3.32% 0.236%
32 7.747 537 539 541 rvB3 360506 425295 10.50% 0.748%
33 7.793 541 543 545 rBV3 59330 122829 3.03% 0.216%
34 7.850 547 548 551 rvB3 132582 202412 5.00% 0.356%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\
Data File : BF088557.D
Aca On > 1 Jul 2016 4:42 Instrument :
Operator : UM/SJ E?Afs el

- _ lentosampleld :
3?2?:'6 - 13630-10 B1409-TP04W-1224
ALS Vial : 28 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-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 7.930 553 555 558 rBv2 81906 157454 3.89% 0.277%

36 7.999 558 561 565 rBv4 185151 385461 9.52% 0.678%
37 8.067 565 567 568 rBv2 69703 114037 2.82% 0.201%
38 8.102 568 570 573 rVB 1233366 1365337 33.72% 2.402%
39 8.182 573 577 579 rBV 421640 603154 14.89%% 1.061%
40 8.284 583 586 588 rBv4 111265 208865 5.16% 0.367%

41 8.319 588 589 590 rvB 272088 186652 4.61% 0.328%
42 8.399 593 596 600 rBV5 180479 469829 11.60% 0.826%
43 8.456 600 601 604 rBv3 132064 301625 7.45% 0.531%
44 8.536 606 608 613 rVB3 568634 1351593 33.38% 2.378%
45 8.616 613 615 616 rBvV 197380 229257 5.66% 0.403%

46 8.650 616 618 621 rvB4 257366 396322 9.79% 0.697%
47 8.776 621 629 630 rBve 265081 975332 24.09% 1.716%
48 8.856 634 636 638 rBv2 257343 365466 9.02% 0.643%
49 8.890 638 639 642 rVB2 271744 365828 9.03% 0.644%
50 8.993 646 648 649 rBv2 248182 257847 6.37% 0.454%

51 9.107 656 658 659 rBv2 142743 212016 5.24% 0.373%
52 9.142 659 661 662 rVB 956419 935817 23.11% 1.646%
53 9.187 662 665 667 rvB 3541619 3779513 93.33% 6.649%
54 9.222 667 668 670 rBv2 59732 71322 1.76% 0.125%
55 9.267 670 672 675 rBv3 382008 706564 17.45% 1.243%

56 9.576 697 699 702 rvB2 972092 1966459 48.56% 3.459%
57 9.622 702 703 707 rVB3 196291 270620 6.68% 0.476%
58 9.736 711 713 715 rBv2 193227 331832 8.19% 0.584%
59 9.770 715 716 718 rvV 432627 376374 9.29% 0.662%
60 9.850 721 723 726 rVB 810544 1329756 32.84% 2.339%

61 9.908 726 728 730 rBv2 121353 150270 3.71% 0.264%
62 10.022 737 738 740 rBV 90480 135103 3.34% 0.238%
63 10.125 745 747 749 rVB 212321 193279 4.77% 0.340%
64 10.262 758 759 761 rvB2 80594 98844 2.44% 0.174%
65 10.513 779 781 784 rVB 234267 307705 7.60% 0.541%

66 10.639 790 792 795 rBV 1703345 1677100 41.41% 2.950%
67 10.788 802 805 807 rBvV 377003 543191 13.41% 0.956%
68 11.245 844 845 848 rVB 224048 202564 5.00% 0.356%
69 11.336 850 853 854 rBvV 834307 871193 21.51% 1.533%
70 11.599 873 876 877 rBV3 71209 126151 3.12% 0.222%

71 11.873 898 900 904 rBV 229526 305982 7.56% 0.538%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\

Data File : BF088557.D

Aca On 1 Jul 2016 4:42

Operator : UM/SJ

3?22 le H3630-10 B1409-TP04W-1224
ALS Vial : 28 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 - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 12.331 938 940 942 rBV2 94432 148075 3.66% 0.260%
73 12.925 989 992 994 rBV 2273541 2544928 62.84% 4_477%
74 13.016 994 1000 1001 rvv3 86339 176347 4 _.35% 0.310%
75 13.965 1081 1083 1084 rBV 602009 484588 11.97% 0.852%

76 16.468 1300 1302 1314 rVB2 599455 1525318 37.67% 2.683%
77 18.068 1439 1442 1447 rVB 461057 1152844 28.47% 2.028%

Sum of corrected areas: 56846237
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\
Data File : BF088557.D

Aca On 1 Jul 2016 4:42

Operator : UM/SJ

Sample : H3630-10

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

B1409-TP04W-1224

Abundance TIC: BF088557.D
4000000
1.68 6.46.59
3000000 6.98
5.43
7.38
2000000
1.87
1000000
1.74 5.00 |
. 2,08 | 5.83 60185
S B e e mo e o B LA e B e e e D N N AL B T R
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF088557.D
4000000 9|19
12.92
3000000
2000000 10.64
13.02
1000000
11.87 12.33

0 L B e L S B e S s B
Time--> 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF088557.D

4000000
3000000
13.97
2000000 16.47
18.07
1000000

o]

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

8270-BF063016.-M Fri
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8270-BF063016.-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\
Data File : BF088557.D

Aca On 1 Jul 2016 4:42

Operator : UM/SJ

Sample : H3630-10

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.68 97.38 ng 4049530 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
4 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
5 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9

Abundance Scan 8 (1.678 min): BF088557.D (-5) (-) m/z 73.10 100.00%
73
5000 43
89
37 55 1.70 1.80 1.90 2.00 2.10
T S N P m/z 43.10 50.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43
1.70 1.80 1.90 2.00 2.10
89 m/z 89.10 30.12%
) ST S
R A N NMAARRARSRARESRESSSRSsSSS
m/z--> 10 40 50 70 80 90 100 110
Abundance
43
3 1170 1.80 1.90 2.00 210
5000 m/z 41.05 9.62%
27
59 74
e S I S SULIULS SUSIIL IS IULILS SULILS UL I
m/z--> 10 20 30 40 50 60 80 90 100 110
Abundance #8706: 2-Hydroxy-2-methylbutyric acid
7B 1.70 1.80 1.90 2.00 2.10
43 m/z 45.10 7.80%
55
5000
29
I | el 49 || 6Ler | 82 8 100
m/z--> 10 ' ' 40 50 : 75 80 90 100 110 1.70 1.80 1.90 2.00 2.10
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\

Data File : BF088557.D

Aca On 1 Jul 2016 4:42

Operator : UM/SJ

3?22 le H3630-10 B1409-TP04W-1224
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :

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

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

Peak Number 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

5.00 11.85 ng 492672 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 4-Methoxv-1-pentene 100 C6H120 098386-09-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 12

Abundance Scan 299 (5.004 min): BFO88557.D (-296) (-) m/z 43.05 100.00%
43
59
5000
101
69 83 111 4.60 4.80 500 5.20 5.40
Obrrrrrrrprrer et e e m/z 59.10 58.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR S U R
4.60 4.80 500 5.20 5.40
59 101 m/z 101.10 19.72%
0 2 s o1 | o g
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 4.80 500 520 5.40
5000 m/z 58.10 16.70%
43 101
0 15 &l 51 69 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59 4.60 4.80 500 5.20 5.40
m/z 41.05 9.37%
5000 41
68
o .50 1| 126 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 500 520 5.40

8270-BF063016.-M Fri
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8270-BF063016.-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\
Data File : BF088557.D

Aca On 1 Jul 2016 4:42

Operator : UM/SJ

Sample : H3630-10

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 unknown6.59 Concentration Rank 2

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

6.59 97.13 ng 4038880 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 438 (6.593 min): BF088557.D (-434) (-) m/z 132.00 100.00%
32
5000 68
40 54 e 620 640 6.60 6.80 7.00
o g8 lagewr o 20T 68,10 42.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 L I I R
6.20 6.40 6.60 6.80 7.00
2 m/z 134.00 34 .05%
0I"LN\lﬂhl'l”j?'”'l""ﬁ'" N N U DN
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.10 26.78%
158 189
R L S S L U L B W B
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #14105: Bicyclo[4.2.0]octa—l,3,5—triene, 2,4'dim9thy|' LI L L L L L B
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.96%
117
5000
29 91
0||‘||||||‘|‘||m|||‘|||‘|||‘|‘|||‘||l“||||||||||||||||||||
m/z--> 20 40 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80 7.00
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8270-BF063016.-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\
Data File : BF088557.D

Aca On 1 Jul 2016 4:42

Operator : UM/SJ

Sample : H3630-10

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Naphthalene, decahydro-, tr... Concentration Rank 18

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

7.22 6.10 ng 253652 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 96
2 Naphthalene. decahvdro- 138 C10H18 000091-17-8 96
3 Spirol4.51decane 138 C10H18 000176-63-6 93
4 Naphthalene. decahvdro-. cis- 138 C10H18 000493-01-6 93
5 Cyclodecene 138 C10H18 003618-12-0 86

Abundance Scan 493 (7.222 min): BF088557.D (-487) (-) m/z 67.05 100.00%
67
82 95 138
41
5000 55
109
| (I | ‘” 24 | 1s1 6.80 7.00 7.20 7.40 7.60
0..,....,....,....,....,..!. 1T NS o A |l m/z 138.10 74.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16924: Naphthalene, decahydro-, trans-
67 138
82
41 9%
5000
55 6.80 7.00 7.20 7.40 7.60
109 m/z 68.05 72 .25%
O”P”W””P”W””P”W”'P”W””P”W””P”&%?P”I””P”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
67 8L 9 138
6.80 7.00 7.20 7.40 7.60
5000 41 m/z 82.10 67.41%
55 109
27
oL, 15 123
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #16860: Spiro[4.5]decane A e B e

67 81 96 6.80 7.00 7.20 7.40 7.60
m/z 95.10 67.07%

138
5000 41 109
55
27 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 680 7.00 7.20 7.40 7.60
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8270-BF063016.-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\
Data File : BF088557.D

Aca On 1 Jul 2016 4:42

Operator : UM/SJ

Sample : H3630-10

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 trans-4a-Methyl-decahydrona... Concentration Rank 17

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

7.75 6.23 ng 425295 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-4a-Methvl-decahvdronaphtha... 152 C11H20 002547-27-5 86
2 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 83
3 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 81
4 Cvclodecene. 1-methvl- 152 C11H20 066633-38-3 74
5 Bicyclo[3.3.2]decan-9-one 152 C10H160 028054-91-3 68

Abundance Scan 539 (7.747 min): BF088557.D (-537) (-) m/z 67.10 100.00%
67 i 95
152
5000 a1 137
109 llllllllllllll|llll|l
||| || | 123 163 7.40 7.60 7.80 8.00
o..,....,....;!...,.... ALl e Tm/Z 81.10  98.38%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25450: trans-4a-Methyl-decahydronaphthalene
95
67 ol 137 152
5000 55 109 UM R R L
7.40 7.60 7.80 8.00
m/z 95.10 83.90%
‘ ‘ 123
0”P”W””P”WMMPJW”MP”WAAP”W””'”'”HP”'””P”W”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
81
67 UM R R L
41 55 95 152 7.40 7.60 7.80 8.00
5000 m/z 152.10 70.10%
137
29 109
123
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25446: Naphthalene, decahydro-2-methyl-
1 67 & 152 7.40 7.60 7.80 8.00
- 95 m/z 82.10 59.21%
5000, 27 137
109
O -
0“P”W““W“4“kvm¢“ML“WWAVH¢““VLWH“V“W““V“W“ AL L R L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\

Data File : BF088557.D

Aca On 1 Jul 2016 4:42

Operator : UM/SJ

3?22 le H3630-10 B1409-TP04W-1224
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 Dodecane, 2,7,10-trimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.18 8.84 ng 603154 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 64
2 Dodecane. 4.6-dimethvl- 198 C14H30 061141-72-8 59
3 Sulfurous acid. butvl octvl ester 250 C12H2603S 1000309-17-5 59
4 Sulfurous acid. butvl 2-ethvlhex... 250 C12H2603S 1000309-18-8 59
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 59
Abundance Scan 577 (8.182 min): BF088557.D (-573) (-) m/z 57.10 100.00%
g7
5000 43 71

7.80 8.00 8.20 8.40 8.60

113193 141152163  1gp

ol el 7123 14115207 180 ngo 7110 48.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71407: Dodecane, 2,7,10-trimethy!-
57
71
43
5000 ANAARSNARRRRARRE RARSE LY

7.80 8.00 820 8.40 8.60
29 ‘ 85 m/z 43.10 44 .33%

L ‘ 99 113 127 14 155 160 183 197

o e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 57 71
A REEEEa T B
7.80 8.00 8.20 8.40 8.60
5000 m/z 41.10 22.69%
29 85
113
o 99 127 141 155 169 183 198
B B L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #101974: Sulfurous acid, butyl octyl ester T
57 7.80 8.00 8.20 8.40 8.60
m/z 56.10 13.28%
5000 l
o ‘\ “ L B o7 18455 139 165177
.,”..,....,....,....,..”,....,....,....,....,. A B R R
m/z--> 20 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40 8.60

8270-BF063016-M Fri Jul 01 13:19:55 2016 Page: 10



8270-BF063016.-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\
Data File : BF088557.D

Aca On 1 Jul 2016 4:42

Operator : UM/SJ

Sample : H3630-10

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 unknown8.40 Concentration Rank 16

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

8.40 6.88 ng 469829 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pent-4-envl (BE)-2-methvlbut-2-en... 168 C10H1602 1000373-73-9 35
2 Cvclohexanemethanol 114 C7H140 000100-49-2 27
3 1-Hexene. 6-bromo- 162 C6H11Br 002695-47-8 27
4 Cvclopentane. 1l-ethvl-3-methvl-.... 112 C8H16 002613-65-2 27
5 1-Tridecene 182 C13H26 002437-56-1 25

Abundance Scan 596 (8.399 min): BF088557.D (-593) (-) m/z 55.10 100.00%
5000 121 137
800 8.0 8.40 8.60 8.80
0 m/z 83.10 73.50%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36403: Pent-4-enyl (E)-2-methylbut-2-enoate
83
55 68
5000 IREBE R SRR R
800 8.20 8.40 8.60 8.80
41 m/z 177.20 64 .59%
oL 15 29 0 01491 153 140 153 168
miz--> 2% 40 e0 8 100 130 1o 160 180
Abundance
55
8 SRR S AR AR
8.00 8.20 840 8.60 8.80
5000 41 &7 m/z 81.10 60.23%
96
27
18
L L L L UL UL B L LA WU
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32463: 1-Hexene, 6-bromo- e e
1 55 8.00 8.20 840 8.60 8.80
m/z 41.10 53.25%
83
5000 27
67
0 w‘ Al mﬂ\ ‘ “ 93 107 122 134 147 162
m/z--> 2'0 4'0 ' 8|0 1(')0 12'0 14'10 1('30 15';0 800 8|20 840 8|60 8|80

Jul 01 13:19:56 2016

B1409-TP04W-1224
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8270-BF063016.-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\
Data File : BF088557.D

Aca On 1 Jul 2016 4:42

Operator : UM/SJ

Sample : H3630-10

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 Octane, 2,6-dimethyl- Concentration Rank 6

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

8.54 19.80 ng 1351590 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 86
2 Undecane. 6.6-dimethvl- 184 C13H28 017312-76-4 72
3 Oxalic acid. 2-ethvlhexvl ethvl ... 230 C12H2204 1000309-38-4 72
4 Heptadecane. 2.6-dimethvl- 268 C19H40 054105-67-8 72
5 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 64

Abundance Scan 608 (8.536 min): BF088557.D (-606) (-) m/z 57.10 100.00%
5
71
43
5000
g7 us 125135145155165 183 820 840 860 880 _
0 e e L m/z 71.10 75.86%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19181: Octane, 2,6-dimethyl-
57
43 71
5000 ISR SRR SRS LR
8.20 8.40 8.60 8.80
m/z 43.10 56.44%
‘ 85 113
oL, 15 ‘\ L T e | 127 142
L S L L L U IR WL A B BULI
m/z--> 20 40 80 100 120 140 160 180
Abundance
57
71 ISR SRR SRS LR
8.20 8.40 8.60 8.80
5000 43 m/z 41.10 31.09%
113
29
0 84 97 127 141 170
miz--> 20 40 60 80 100 120 140 160 180 |
Abundance #85769: Oxalic acid, 2-ethylhexyl ethyl ester e S m e
57 8.20 8.40 8.60 8.80
n m/z 56.10 21.16%
5000 43
112
Unmns 'J“ L UL S SR }?%' T '}?% |"'1?T" R SN A SRR RS L
m/z--> 20 40 80 100 120 140 160 180 8.20 8.40 8.60 8.80

Jul 01 13:19:57 2016
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8270-BF063016.-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\
Data File : BF088557.D

Aca On 1 Jul 2016 4:42

Operator : UM/SJ

Sample : H3630-10

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 1.alpha.,2.beta.,3.alpha.,4... Concentration Rank 19

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

8.65 5.81 ng 396322 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.alpha..2_.beta..3.alpha..4_beta... 126 C9H18 002532-67-4 62
2 1-Hexene. 3.3-dimethvl- 112 C8H16 003404-77-1 53
3 4-Nonene. 2-methvl- 140 C10H20 055724-84-0 50
4 Cvclohexane. 1.1.2-trimethvl- 126 C9H18 007094-26-0 49
5 trans-2-Methyl-3-octene 126 C9H18 052937-36-7 49

Abundance Scan 618 (8.650 min): BF088557.D (-616) (-) m/z 69.10 100.00%
60
41
5000
111
\ 150 840 860 8.80 9.00
9 159 179196 . . .
o ' .-'IH-: s 2R Tw/z 55.10 0 62.26%
m/z--> 50 100 150 200 250 300
Abundance #11631: 1.alpha.,2.beta.,3.alpha.,4.beta.-Tetramethylcyclo...
69
41
5000 URREE SRS L RN
8.40 860 8.80 9.00
196 m/z 41.10 53.35%
14
0.“.“. lhl“‘.““‘.“.g‘fuu‘.. ——— ——— ——— ——
m/z--> 50 100 150 200 250 300
Abundance
69
" 840 860 8.80 9.00
5000 m/z 56.10 49_74%
97
o L R UL UL L S S
m/z--> 50 100 150 200 250 300
Abundance #17964: 4-Nonene, 2-methy!- T
55 8.40 860 8.80 9.00
m/z 57.10 48.18%
5000
140
‘ | 8? \112
N s L L L B L WL HRREE SRS L RN
m/z--> 50 100 150 200 250 300 8.40 860 8.80 9.00

Jul 01 13:19:58 2016

B1409-TP04W-1224
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\

Data File : BF088557.D

Aca On 1 Jul 2016 4:42

Operator : UM/SJ

3?22 le H3630-10 B1409-TP04W-1224
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 unknown8.78 Concentration Rank 8

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

8.78 14.29 ng 975332 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 30
2 Cyclohexane. 1-ethvl-2-propvl- 154 C11H22 062238-33-9 30
3 Tricosvl pentafluoropropionate 486 C26H47F502 1000351-81-0 27
4 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 27
5 17-Pentatriacontene 491 C35H70 006971-40-0 27

Abundance Scan 629 (8.776 min): BF088557.D (-621) (-) m/z 69.10 100.00%
69
5000 41 95 155
151 AR RS SRR SRR
N 179 8.40 8.60 8.80 9.00 9.20
oL L ALyl m/z 57.10 87.62%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #223732: Tricosy! trifluoroacetate
57
5000 ERREE SRR SRR S
8.40 8.60 8.80 %ogm
29 125 m/z 55.10 62.32%
ol u‘ M h h ‘\ \ ?3 181 210 233264 204 322 307 418
m/z--> 50 2%0 360 3éo 460 4éo
Abundance
69
840 8.60 8.80 9.00 9.20
5000 11 m/z 95.10 53.18%
41
154
L U L L L UL L SN WL
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #233557: Tricosy pentafluoropropionate B LA e B o
57 8.40 8.60 8.80 9.00 9.20
m/z 41.10 52.68%
97
5000
125
0 ﬁg‘ ‘ [ J‘A1§3_181 210 238264 294 322 367 468
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&'30 4(')0 4&'30 8. 40 8. I60 8. 80 9. oo 9. 20

8270-BF063016-M Fri Jul 01 13:19:59 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\

Data File : BF088557.D

Aca On 1 Jul 2016 4:42

Operator : UM/SJ

3?22 le H3630-10 B1409-TP04W-1224
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 unknown9.27 Concentration Rank 12

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

9.27 10.63 ng 706564 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1-butvl-2-ethvl- 154 C11H22 072993-32-9 25
2 2-Pentene-1.4-dione. 1-(1.2.2-tr... 208 C13H2002 1000196-77-9 25
3 1-Undecene. 7-methvyl- 168 C12H24 074630-42-5 25
4 2-Heptafluorobutvroxvpentadecane 424 C19H31F702 1000245-50-0 25
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 22

Abundance Scan 672 (9.267 min): BF088557.D (-670) (-) m/z 55.10 100.00%
5000 97 111 123
175 900 9.20 940 9.60
208
o 149 101 m/z 69.10 99.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27081: Cyclopentane, 1-butyl-2-ethyl-
60
55
5000 41 RN R L I R
11 9.00 9.20 9.40 9.60
- ‘ 84 ‘ m/z 57.10 86.00%
A I N - S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69 111
55 900 9.20 940 9.60
5000 4 98 m/z 193.20 80.88%
125
o 29 81 139140 165175 193 209
m/z--> ﬁo Jo eb éo 160 150 150 160 1éo 260
Abundance #36773: 1-Undecene, 7-methyl- T T e
43 9.00 9.20 9.40 9.60
69 m/z 41.10 80.71%
55
5000
29 84 111
98
N - PO
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

8270-BF063016.-M Fri Jul 01 13:20:00 2016 Page: 15



8270-BF063016.-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\
Data File : BF088557.D

Aca On 1 Jul 2016 4:42

Operator : UM/SJ

Sample : H3630-10

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown9.77 Concentration Rank 20

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

9.77 5.66 ng 376374 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Dodecanediol 202 C12H2602 001119-87-5 35
2 3-Hexene. 3-ethvl-2.5-dimethvl- 140 C10H20 062338-08-3 27
3 2-Pentene. 3-ethvl-4.4-dimethvl- 126 C9H18 053907-59-8 27
4 6-Octenal. 3.7-dimethvl-. (R)- 154 C10H180 002385-77-5 22
5 3a,7a-Epoxy-1H-inden-4(5H)-one, ... 152 C9H1202 039746-31-1 18

Abundance Scan 716 (9.770 min): BF088557.D (-715) (-) m/z 69.10 100.00%
1 7
5000
940 9.60 9.80 10.00
0 m/z 97.10 98.34Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #62617: 1,2-Dodecanediol
55 69 83 97
43
5000 RS RS SRR R B
29 171 9.40 9.60 9.80 10.00
mn m/z 55.10 97.39%
0 1T E—
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
55 69
o1 AR UL VN
9.40 9.60 9.80 10.00
5000 " m/z 41.10 95.23%
84
140
m/z--> ﬁo 45 éo 85 160 150 150 160 180 260 250
Abundance #11611: 2-Pentene, 3-ethyl-4,4-dimethy!l- R R RREEEEa
55 69 g7 9.40 9.60 9.80 10.00
41 m/z 193.20 80.10%
5000
111
29 126
LA
0---|-l--ﬁ‘--‘-‘l -‘-‘ |“----‘|----|----|------------|----|-- L B o B e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00

Jul 01 13:20:01 2016
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8270-BF063016.-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\
Data File : BF088557.D

Aca On 1 Jul 2016 4:42

Operator : UM/SJ

Sample : H3630-10

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 Tridecane, 4-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.79 12.47 ng 543191 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 4-methvl- 198 C14H30 026730-12-1 87
2 Decane. 5-propvl- 184 C13H28 017312-62-8 83
3 Sulfurous acid. 2-ethvlhexvl non... 320 C17H3603S 1000309-19-2 80
4 Dodecane. 4-methvl- 184 C13H28 006117-97-1 74
5 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 72
Abundance Scan 805 (10.788 min): BF088557.D (-802) (-) m/z 57.10 100.00%
87 71
5000 43
99 113 AR BRI BN SN BN
127 183 10.40 10.60 10.80 11.00 11.20
3 N S 141155169 7107 221 244 m/z 71.10 86.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59884: Tridecane, 4-methyl-
43 57
71
5000 AR BRI S UL B
85 1040 10.60 10.80 11.00 11.20
29 m/z 43.10 50.58%
99
Ommmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 71 LA AL A N
10.40 10.60 10.80 11.00 11.20
5000 o m/z 85.10 33.89%
29
. g9 112126140 o,
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #161093: Sulfurous acid, 2-ethylhexyl nonyl ester T
57 10.40 10.60 10.80 11.00 11.20
71 m/z 41.10 22 .87%
5000 43
8 113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1040 10.60 10.80 11.00 11.20

Jul 01 13:20:02 2016

B1409-TP04W-1224
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\

Data File : BF088557.D

Aca On 1 Jul 2016 4:42

Operator : UM/SJ

3?22 le H3630-10 B1409-TP04W-1224
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 n-Hexadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.87 7.02 ng 305982 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 900 (11.873 min): BF088557.D (-898) (-) m/z 73.00 100.00%
43 B JA_
60
5000
129
97 115 213 LA IR AN I
143157171185 ;49 22740 256 11.60 11.80 12.00 12.20
ol 4 m/z 43.10 85.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 78
5000 129 LR B UL SULRLS SULRA
11. 60 11. 80 12. oo 12. 20
m/z 60.00 80.01%
& mmmmmm
0 T ; r I\ IH T
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 6078
11!60 11fso 12foo 12fzo
5000 29 m/z 55.10 69.81%
129
87 115 171 214
o 101 143157 | 1854
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid B Al A B
43 60 78 11.60 11.80 12.00 12.20
m/z 57.10 68.66%
129
= f\fvN’/L\A,\,$}\JJMAA/K,A»J~/\
o} R I o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12. 20

8270-BF063016-M Fri Jul 01 13:20:02 2016 Page: 18



8270-BF063016.-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\
Data File : BF088557.D

Aca On 1 Jul 2016 4:42

Operator : UM/SJ

Sample : H3630-10

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 Octadecane, 1-(ethenyloxy)- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
13.02 7.28 ng 176347 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-(ethenvloxv)- 296 C20H400 000930-02-9 58
2 Octadecane 254 C18H38 000593-45-3 46
3 2-methvltetracosane 352 C25H52 1000376-72-6 43
4 Nonane. 4.5-dimethvl- 156 C11H24 017302-23-7 38
5 Nonane, 1-iodo- 254 C9H191 004282-42-2 38
Abundance Scan 1000 (13.016 min): BF088557.D (-994) (-) m/z 57.10 100.00%
57
97 ﬂkﬂ$kﬂ“ﬁJk4ﬂﬂJ\ﬁmﬂ
5000
141 1280 13.00 13.20 13.40
3 123 169187 297225 254577 293310
N 20! 211 m/z 55.10 66.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #141404: Octadecane, 1-(ethenyloxy)-
43
5000 LUREULI BN UL SURILN B

12:80 13.00 13.20 13.40
43.10 64.42%

m/z

97

125 154171 196 224 252 281

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 M
Abundance
57
B M e
12.80 13.00 13.20 13.40
5000 85 m/z 97.10 56.58%
29
254
ol12 113 141 169 197 205
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #185534: 2-methyltetracosane L B ot
57 12.80 13.00 13.20 13.40
m/z 83.10 48.34%
29
o L LM 19t 169 197 225 253 309 337
.”quupuq””.“.“”.”.“”.”.””.”.““.”.”“.”.””.”.. B M e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12. 80 13 00 13. 20 13. 40

Jul 01 13:20:03 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\

Data File : BF088557.D

Aca On 1 Jul 2016 4:42

Operator : UM/SJ

3?22 le H3630-10 B1409-TP04W-1224
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 19 28-Nor-17.beta.(H)-hopane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.47 20.00 ng 1525320 Perylene-d12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 64
2 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 52
3 (7a-l1sopropenvl-4_.5-dimethvlocta... 222 C15H260 1000187-02-9 45
4 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 43
5 Baccharane 414 C30H54 036441-74-4 42
Abundance Scan 1302 (16.468 min): BF088557.D (-1300) (-) m/z 191.20 100.00%
191
5000 95
69 123
41 103 16,20 16.40 16.60 16.80
397 : : : :
0 218 259 289311334 369 438 n/z 95.10  46.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #211535: 28-Nor-17.beta.(H)-hopane
191
5000 L UL SR SR U
109 16,20 16.40 16.60 16.80
135 - 398 m/z 81.10 42.60%
N I | H‘u h ] i PRGN~ o
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
16,20 16.40 16.60 16.80
5000| 28 m/z 69.10 32.95%
135 163
69 95
L U UL UL WU WL L S
m/z--> 50 100 150 200 250 300 350 400
Abundance #79457: (7a-Isopropenyl-4,5-dimethyloctahydroinden-4-ylyme... R A EEERERE
191 16.20 16.40 16.60 16.80
95 m/z 123.10 24 .99%
135
s000{ 41
69
161
0 S — e —
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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8270-BF063016.-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\
Data File : BF088557.D

Aca On 1 Jul 2016 4:42

Operator : UM/SJ

Sample : H3630-10

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 Taraxasterol Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.07 15.12 ng 1152840 Perylene-di12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Taraxasterol 426 C30H500 001059-14-9 93
2 Hopn-22(29)-en-3_beta.-ol 426 C30H500 058801-23-3 90

3 2-Isopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000193-57-0 84
4 1-Naphthalenecarboxvlic acid. de... 316 C21H3202 001235-39-8 52
5 Guaia-9,11-diene 204 C15H24 1000374-19-8 50
Abundance Scan 1442 (18.068 min): BF088557.D (-1439) (-) m/z 81.10 100.00%
5000
18 TrryrrrryrrrryrrrrJyrrrr
257 315 344 369393 426 17.80 18.00 18.20 18.40
0 286 m/z 95.10 99.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #221178: Taraxasterol
207
5000 135 ||||||| ||||||||||||
107 426 17.80 18.00 18 20 18.40
175 o 272 315 357 m/z 93.10 97.00%
‘ ‘ 393
0 T SRR Y B 1
m/z--> 50 100 150 200 250 300 400
Abundance
189
95 R T
55 17.80 18.00 18.20 18.40
5000 135 m/z 107.10 91.46%
162
218 297 344 378 411
ot e
m/z--> 50 100 150 200 250 300 350 400
Abundance #64446: 2-1sopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,8a-octa... L e R
189 17.80 18.00 18.20 18.40
107 m/z 189.15 87.63%
50001 41 133 161
il H l e
m/z--> 200 250 300 350 400 ﬂmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF063016\

Data File : BF088557.D

Acq On - 1 Jul 2016 4:42 Instrument :
Operator : UM/SJ BNA_F

Sample - H3630-10 ClientSampleld :
Misc : B1409-TPO4W-1224
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propane, 2,2-dime... 1.68 97.4 ng 4049530 1 6.82 831658 20.0
2-Pentanone, 4-hy... 5.00 11.9 ng 492672 1 6.82 831658 20.0
unknown6 .59 6.59 97.1 ng 4038880 1 6.82 831658 20.0
Naphthalene, deca... 7.22 6.1 ng 253652 1 6.82 831658 20.0
trans-4a-Methyl-d. .. 7.75 6.2 ng 425295 2 8.10 1365340 20.0
Dodecane, 2,7,10-... 8.18 8.8 ng 603154 2 8.10 1365340 20.0
unknown8 .40 8.40 6.9 ng 469829 2 8.10 1365340 20.0
Octane, 2,6-dimet... 8.54 19.8 ng 1351590 2 8.10 1365340 20.0
1.alpha.,2.beta.,... 8.65 5.8 ng 396322 2 8.10 1365340 20.0
unknown8.78 8.78 14.3 ng 975332 2 8.10 1365340 20.0
unknown9 .27 9.27 10.6 ng 706564 3 9.86 1329760 20.0
unknown9 .77 9.77 5.7 ng 376374 3 9.86 1329760 20.0
Tridecane, 4-methyl- 10.79 12.5 ng 543191 4 11.34 871193 20.0
n-Hexadecanoic acid 11.87 7.0 ng 305982 4 11.34 871193 20.0
Octadecane, 1-(et... 13.02 7.3 ng 176347 5 13.97 484588 20.0
28-Nor-17.beta.(H... 16.47 20.0 ng 1525320 6 15.38 1525320 20.0
Taraxasterol 18.07 15.1 ng 1152840 6 15.38 1525320 20.0
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