LSC Area Percent Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF070916\

Data File : BF088868.D

Aca On 9 Jul 2016 13:44 Instrument :

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

3?22'6 : H3813-27 P001-WWO003-01

ALS Vial : 6 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 7 8 17 rvv 23750 59259 3.30% 0.340%
2 1.804 17 19 48 rVB 520498 740610 41.19% 4.246%
3 4.856 283 286 289 rBV 69638 77012 4.28% 0.442%
4 5.301 323 325 327 rBV 556570 539527 30.01% 3.093%
5 6.353 415 417 419 rBV 323295 360087 20.03% 2.064%
6 6.479 426 428 431 rVB 996656 951859 52.94% 5.457%
7 6.719 446 449 451 rBV 595662 508139 28.26% 2.913%
8 6.879 460 463 465 rvVB 812190 982708 54.66% 5.634%
9 7.119 482 484 486 rBV 19066 18380 1.02% 0.105%
10 7.279 495 498 500 rBV 752648 757679 42.14% 4.344%
11 7.336 500 503 504 rVB2 20151 24283 1.35% 0.139%
12 7.382 504 507 508 rBV2 14742 21969 1.22% 0.126%
13 7.530 518 520 522 rVB2 26043 35560 1.98% 0.204%
14 7.644 526 530 531 rBV3 16094 31292 1.74% 0.179%
15 7.736 537 538 540 rBV2 30049 40831 2.27% 0.234%
16 7.770 540 541 544 rVB2 17383 23764 1.32% 0.136%
17 7.964 556 558 559 rBV2 17114 26641 1.48% 0.153%
18 7.999 559 561 563 rvVv 612838 678053 37.71% 3.887%
19 8.056 563 566 567 rvv3 19844 29048 1.62% 0.167%
20 8.079 567 568 569 rvv 26582 19474 1.08% 0.112%
21 8.204 574 579 581 rBV3 38097 59901 3.33% 0.343%
22 8.250 581 583 584 rBV 20534 18494 1.03% 0.106%
23 8.307 584 588 591 rBV6 19703 49382 2.75% 0.283%
24 8.365 591 593 594 rBV 74309 66376 3.69% 0.381%
25 8.387 594 595 597 rVB2 23366 31968 1.78% 0.183%
26 8.445 597 600 602 rBV2 47722 63550 3.53% 0.364%
27 8.513 604 606 608 rBvV2 61408 74209 4.13% 0.425%
28 8.605 612 614 615 rBV2 20396 32914 1.83% 0.189%
29 8.662 618 619 621 rVB2 39511 33635 1.87% 0.193%
30 8.707 621 623 625 rVB 30218 39817 2.21% 0.228%
31 8.765 625 628 630 rBv4 8244 20159 1.12% 0.116%
32 8.833 630 634 636 rBV3 72467 131196 7.30% 0.752%
33 8.890 638 639 640 rBV 27606 18931 1.05% 0.109%
34 8.925 640 642 643 rBV2 28323 51428 2.86% 0.295%
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LSC Area Percent Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF070916\

Data File : BF088868.D

Aca On 9 Jul 2016 13:44 Instrument :

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

3?22'6 : H3813-27 P001-WWO003-01

ALS Vial : 6 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 9.039 649 652 653 rBvV3 94505 118432 6.59% 0.679%

36 9.085 653 656 658 rvv 1831269 1797858 100.00% 10.307%

37 9.119 658 659 661 rvB 99759 78269 4 _.35% 0.449%
38 9.165 661 663 666 rBv4 22073 57072 3.17% 0.327%
39 9.233 666 669 670 rvv2 70637 87780 4._.88% 0.503%
40 9.336 676 678 682 rBV5 37826 76055 4.23% 0.436%
41 9.393 682 683 684 rvVv 38446 47868 2.66% 0.274%
42 9.473 688 690 695 rvv2 154236 378745 21.07% 2.171%
43 9.576 698 699 700 rBvV 25726 19962 1.11% 0.114%
44 9.633 702 704 705 rvv2 20767 29368 1.63% 0.168%
45 9.668 705 707 709 rvv3 30335 49585 2.76% 0.284%
46 9.748 711 714 718 rVvv2 639990 950639 52.88% 5.450%
47 9.816 718 720 722 rVB2 19538 29902 1.66% 0.171%
48 9.942 728 731 732 rBV2 50097 104198 5.80% 0.597%
49 10.022 737 738 741 rVB2 55044 59090 3.29% 0.339%
50 10.090 741 744 746 rVB2 59440 72704 4._.04% 0.417%
51 10.136 746 748 749 rBV2 15728 30016 1.67% 0.172%
52 10.365 766 768 769 rvVB 23550 26168 1.46% 0.150%
53 10.422 771 773 775 rVV 137631 163691 9.10% 0.938%
54 10.502 779 780 781 rBV 21553 25365 1.41% 0.145%

55 10.536 781 783 785 rVB 1106065 1012851 56.34% 5.807%

56 10.582 785 787 788 rBV2 18665 25180 1.40% 0.144%
57 10.685 793 796 798 rBV 245850 249895 13.90% 1.433%
58 10.868 810 812 819 rBV6 53694 145750 8.11% 0.836%

59 10.993 822 823 825 rvB2 32586 39840 2.22% 0.228%
60 11.039 825 827 829 rBV3 22912 26515 1.47% 0.152%
61 11.085 829 831 832 rBvV2 19432 25620 1.43% 0.147%

62 11.119 832 834 835 rvv 91798 109434 6.09% 0.627%
63 11.142 835 836 840 rVvB 136601 168734 9.39% 0.967%
64 11.233 841 844 845 rvV 638841 798729 44 _.43% 4_579%

65 11.291 847 849 854 rVB3 32793 71697 3.99% 0.411%
66 11.496 865 867 869 rvB2 39907 38821 2.16% 0.223%
67 11.542 869 871 873 rvv2 97609 92076 5.12% 0.528%
68 11.588 873 875 878 rVB3 34373 51469 2.86% 0.295%
69 11.702 883 885 886 rBvV 27386 32721 1.82% 0.188%

70 11.771 889 891 896 rvB3 112405 146635 8.16% 0.841%
71 12.559 958 960 966 rBV 245553 274714 15.28% 1.575%
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LSC Area Percent Report

Data Path : V:\HPCHEM1\BNA F\DATA\BF070916\
Data File : BF088868.D

Aca On 9 Jul 2016 13:44

Operator : UM/SJ

Sample - H3813-27

Misc :

ALS Vial : 6 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
72 12.651 966 968 972 rVB3 33758 41734 2.32% 0.239%
73 12.811 979 982 985 rBV 1581404 1691913 94.11% 9.700%
74 13.256 1020 1021 1027 rVB6 7700 19227 1.07% 0.110%
75 13.348 1027 1029 1031 rBV 18657 23940 1.33% 0.137%

76 13.714 1059 1061 1068 rVB2 77768 138303 7.69% 0.793%
77 13.851 1070 1073 1075 rBV 768241 669376 37.23% 3.838%

78 14.342 1114 1116 1120 rBV 9492 18593 1.03% 0.107%
79 14.708 1145 1148 1150 rBV 19791 26787 1.49% 0.154%
80 14.914 1164 1166 1167 rBV 53248 65945 3.67% 0.378%

81 15.222 1191 1193 1196 rBV 362377 457413 25.44% 2.622%
82 15.862 1246 1249 1256 rVB 51241 102514 5.70% 0.588%
83 16.034 1260 1264 1266 rBV 34086 55024 3.06% 0.315%

Sum of corrected areas: 17442352
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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

V:\HPCHEM1I\BNA F\DATA\BF070916\

BF088868.D

9 Jul 2016 13:44

UM/SsJ

H3813-27

6 Sample Multiplier: 1

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

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF088868.D
1500000
1000000 6.48
6.88 798
1.80 5.30 6.72
500000
6.35
. 16 4.86 7.12|738g 5
I B e e e e L e B e e e L e B e e B L e e e e e B S S A B N A
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: BF088868.D
9/08
12.81
1500000
10.54
1000000
9.75 11.23
500000
4 12.56
| L oo bRl LT e
cﬁ s . } : 1313635
N B — T ——— ——— ——— ——— ——— ——— — —
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: BF088868.D
1500000
1000000
13.85
500000
15.22
13.7 1434 14711491 15.866.03
O e L B o e B e e e e B e e e e B e LA I e s T
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 : V:\HPCHEM1\BNA F\DATA\BF070916\
Data File : BF088868.D

Aca On 9 Jul 2016 13:44

Operator : UM/SJ

Sample - H3813-27

Misc :

ALS Vial : 6 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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 13

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

4._86 3.03 ng 77012 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 42
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 23

Abundance Scan 286 (4.856 min): BF088868.D (-283) (-) m/z 43.10 100.00%
43
59
5000
101 S U
83 4.60 4.80 5.00 5.20
o...,....,....,....','.'...??.n"Ii....,....,.-...,...:,....,. m/z 59.10 63.25%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L L UL UL
59 460 480 500 5.20
m/z 101.10 26 .45%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
460 4.80 500 5.20
5000 m/z 58.10 17.29%
43 101
o 15 35 53 65 71 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester e
43 4.60 4.80 5.00 5.20
m/z 41.10 9.85%
57
5000
29 101
o 15 |, o3y 51 || 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 5.00 5.0
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA F\DATA\BF070916\
Data File : BF088868.D

Aca On 9 Jul 2016 13:44

Operator : UM/SJ

Sample - H3813-27

Misc :

ALS Vial : 6 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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 4 unknown6.48 Concentration Rank 2

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

6.48 37.46 ng 951859 1,4-Dichlorobenzene-d4 6.72
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 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 428 (6.479 min): BF088868.D (-426) (-) m/z 132.00 100.00%
5000 68
40 ‘ 75 % 620 640 6.60 6.80
54 ¢ 104 . . . .
M 1A M ,.2!..|,....,..5.‘?,....,....,....,...., - m/z 68.10 48.88%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR LRSS SRR L
6.20 6.40 6.60 6.80
3 78 m/z 134.00 32.19%
1 33
44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”' T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 m/z 66.10 30.94%
33 44 g7 105
51 60 70 78 g 115
Ol T T T T T T T T e T
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14770: Cyclopropanamine, 1-phenyl- A e
132 6.20 6.40 6.60 6.80
m/z 69.10 19.99%
104
5000
ot i 115
39 65 ‘ 91
0'“'ﬁ?“bh'ww?n“w'w“”\“'w““'wj“l“bw'“' t“ T ISR RS LRSS SRR L
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA F\DATA\BF070916\
Data File : BF088868.D

Aca On 9 Jul 2016 13:44

Operator : UM/SJ

Sample - H3813-27

Misc :

ALS Vial : 6 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 6 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 20

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

8.51 2.19 ng 74209 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 95
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 93
3 Benzene. (1l-ethvl-2-propenvl)- 146 C11H14 019947-22-9 87
4 2.3.4.5.6.7-Hexahvdro-1H-cvclope... 146 C11H14 1000189-31-0 83
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 55

Abundance Scan 606 (8.513 min): BF088868.D (-604) (-) m/z 131.05 100.00%
131
118

5000

8.20 8.40 8.60 8.80

0 m/z 118.10 80.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methy!-
118 131
146
5000
27 39 91 105 8.20 840 8.60 8.80
15 63 77 m/z 146.10  68.53%
O.WJ”PJh”Jﬂ”wﬂuﬂm.MMH hu”lh.”lﬂnﬂkuﬁ“q”““”q”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
131
118
146 820 840 8.60 8.80
5000 m/z 117.10 41 .08%
b7 39 91 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #21622: Benzene, (1-ethyl-2-propenyl)-
118 8.20 840 8.60 8.80
m/z 115.05 27 .72%
5000 o1 131
‘ 103 146
o.w}fq””“”q”.q””“”..”.””“”..”.”.””“”w.“q”““”q.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.20 840 8.60 8.80
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA F\DATA\BF070916\
Data File : BF088868.D

Aca On 9 Jul 2016 13:44

Operator : UM/SJ

Sample - H3813-27

Misc :

ALS Vial : 6 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 7 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 9

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

8.83 3.87 ng 131196 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 97
2 Benzene. 4-(2-butenvl)-1.2-dimet... 160 C12H16 054340-86-2 89
3 Benzene. 1.3.5-trimethvl-2-(1-me... 160 C12H16 014679-13-1 78
4 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 021564-91-0 68
5 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 60

Abundance Scan 634 (8.833 min): BF088868.D (-630) (-) m/z 145.10 100.00%
118 145
160
5000
o 105 131
39 51 65 77 8.40 860 880 9.00 9.20
of m/z 118.10 84_.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30943: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118
145
5000
160 8.40 860 880 9.00 9.20
128 m/z 160.10 71.13%
5 28 39 51 g5 T7 103
0..|....|...l‘|....‘|‘..u|‘....lul‘..lu..H‘lnulnu N” "l‘""M""'I""I""I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
145
8.40 860 880 9.00 9.20
5000 160 m/z 117.05 43.33%

91 105115 130
15 27 3 s e 77

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30935: Benzene, 1,3,5-trimethyl-2-(1-methyletheny!l)-
145 160 8.40 8.60 8.80 9.00 9.20
m/z 115.10 27 .89%
5000
05 130
115

O N A N
0.w””“”q””ﬁ”¢”““mq””p”w””“”w””“”.””.”w””u”q -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA F\DATA\BF070916\
Data File : BF088868.D

Aca On 9 Jul 2016 13:44

Operator : UM/SJ

Sample - H3813-27

Misc :

ALS Vial : 6 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 8 unknown9.94 Concentration Rank 19

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

9.94 2.19 ng 104198 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nl1-(tert-ButvD)-2-(2-T2-T(tert-b... 316 C12H24N6S2 283155-59-9 8
2 Malonic acid. di(4-heptvl) ester 300 C17H3204 1000349-00-1 7
3 2-(BEY-Pentenoic acid. (4S)-4-T(t... 215 C10H17NO4 142723-69-1 7
4 Diethvl diethvImalonate 216 C11H2004 000077-25-8 6
5 2,5-Dichlorobenzyl alcohol, neop... 246 C12H16CI120 1000378-12-4 4

Abundance Scan 731 (9.942 min): BF088868.D (-728) (-) m/z 57.10 100.00%
57
5000 159

9.60 9.80 10.00 10.20

0 m/z 159.10 43.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #157552: N1-(tert-Butyl)-2-(2-[2-[(tert-butylamino)carboth. ..
57
5000 159 LA L L L B
41 9.60 9.80 10.00 10.20

185 m/z 43.10 41.91%
203219 243258 282 316

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
159 IIIIIIIIIIIIIIIIIIIIIII
9.60 9.80 10.00 10.20
5000 g7 105 m/z 71.10 36.22%
4 125 185
o 26 72 141 202 257
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #73261: 2-(E)-Pentenoic acid, (4S)-4-[(t-butoxycarbonyl)am... T B
57 9.60 9.80 10.00 10.20
m/z 188.10 26.92%
5000
a1 100 159
115
0 2¢\ H‘ 1 ‘ 82 ‘M‘ | | 144 182 200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA F\DATA\BF070916\
Data File : BF088868.D

Aca On 9 Jul 2016 13:44

Operator : UM/SJ

Sample - H3813-27

Misc :

ALS Vial : 6 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 Heptacosane Concentration Rank 12

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

10.42 3.44 ng 163691 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 72
2 Tridecane. 2-methvl- 198 C14H30 001560-96-9 64
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 58
4 Tridecane 184 C13H28 000629-50-5 58

5 Sulfurous acid, decyl 2-ethylhex. ..

334 C18H3803S

1000309-19-3 52

Abundance Scan 773 (10.422 min): BF088868.D (-771) (-) m/z 57.10 100.00%
57
>0 MM—J\
85
T
J U3 145 169 o0 10.20 10.40 10.60 10.80
obdb e bl 2 S e m/Z 71.10  58.39%
miz--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 LA L B L L L L LB
85 10.20 10.40 10.60 10.80
m/z 43.10 42 . 71%
29
oL Ly | M3 141 169 107 225 253 281 323 351 380
R S e =&
miz--> 50 100 150 200 250 300 350
Abundance
57
N
10.20 10.40 10.60 10.80
5000 m/z 85.10 29.41%
85
29
113 155 a3
O T
miz--> 50 100 150 200 250 300 350
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl- e e
57 10.20 10.40 10.60 10.80
m/z 41.10 24 _.15%
5000
85
29 113
oLl L] 141 188 911 253 28
N .
mz--> 50 100 150 200 250 300 350 10.20 10.40 10.60 10.80

8270-BF063016-M Mon Jul 11 17:51:10 2016

Page: 10



Library Search Compound Report

Data Path : V:\HPCHEM1\BNA F\DATA\BF070916\
Data File : BF088868.D

Aca On 9 Jul 2016 13:44

Operator : UM/SJ

Sample - H3813-27

Misc :

ALS Vial : 6 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 10 Decane, 5-propyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.68 6.26 ng 249895 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 5-propvl- 184 C13H28 017312-62-8 83
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 80
3 Undecane. 6-ethvl- 184 C13H28 017312-60-6 80
4 Sulfurous acid. 2-ethvlhexvl non... 320 C17H3603S 1000309-19-2 80
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 64

Abundance Scan 796 (10.685 min): BF088868.D (-793) (-) m/z 57.10 100.00%
57 71
43
5000
85
g9 113 SRR SR BRI SO
127 183 10.40 10.60 10.80 11.00
o b AT 141 186 ae7 WP 199 s TT1 90 87.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48838: Decane, 5-propyl-
57
43 1
5000 SRR SR BN SO
85 10.40 10.60 10.80 11.00
29 ‘ 112 m/z 43.10 53.10%
126 140
0.,.‘.‘..‘,‘...‘l‘,..“l.,‘l‘...‘g?...‘.,.“...l‘..%sfll....ilgél...,..
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
1 SRR B BN SO
43 10.40 10.60 10.80 11.00
5000 m/z 85.10 33.44%
o 99 13 127 141 155 169 183 197
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48842: Undecane, 6-ethyl- T
57 10.40 10.60 10.80 11.00
71 m/z 41.10 24 .40%
43
5000
29 85 112 154
S O " Y S O
m/z--> 20 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00

8270-BF063016-M Mon Jul 11 17:51:11 2016

Page: 11



Library Search Compound Report

Data Path : V:\HPCHEM1\BNA F\DATA\BF070916\
Data File : BF088868.D

Aca On 9 Jul 2016 13:44

Operator : UM/SJ

Sample - H3813-27

Misc :

ALS Vial : 6 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 11 Tetradecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.87 3.65 ng 145750 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 66
2 Tetratetracontane 619 C44H90 007098-22-8 38
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 38
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 38
5 Tritetracontane 605 C43H88 007098-21-7 38
Abundance Scan 812 (10.868 min): BF088868.D (-810) (-) m/z 57.10 100.00%
57
5000 182
Sl 10,60 10.80 11.00 11.20
ol gl B | Mz 71.10  79.34%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #59882: Tetradecane
57
5000 LN SULRURN B UL SUL
10. 60 10 80 11.00 11.20
m/z 43.10 58.15%
‘ 198
0.%L.QN¢MMH.”.M.” e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
11060 10.80 11.00 11.20
5000 m/z 85.10 46.04%
7
0 127 169 211 253 295 337 393 432463 505 561591
m/z--> éo 160 150 200 250 300 350 460 450 500 séo 660
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl- R B e
57 10.60 10.80 11.00 11.20
m/z 182.10 40.04%
5000

113
6| |1 11 13188 o5

L L A B N

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 10.60 10.80 11.00 11.20

8270-BF063016-M Mon Jul 11 17:51:12 2016 Page: 12



Library Search Compound Report

Data Path : V:\HPCHEM1\BNA F\DATA\BF070916\
Data File : BF088868.D

Aca On 9 Jul 2016 13:44

Operator : UM/SJ

Sample - H3813-27

Misc :

ALS Vial : 6 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 Hexadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.12 2.74 ng 109434 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 90
3 Heptadecane 240 C17H36 000629-78-7 87
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 86
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 86
Abundance Scan 834 (11.119 min): BF088868.D (-832) (-) m/z 57.10 100.00%
57
71
43

5000

9 10.80 11.00 11.20 11.40

113127141154 168182196 215

0 m/z 71.10 77.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83027: Hexadecane
57
43
71
5000 85 LA L L L L L LN |
10.80 11.00 11.20 11.40
29 9 m/z 43.10 66.45%
ol 14 il J‘ L [ M8127141155160 183197 226
R AR a B o B e A RRRRA RaRES =TSRSS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43
57 R o = = SIS
71 10.80 11.00 11.20 11.40
5000 85 m/z 85.10 53.39%
29 9
o 99 118127141155168 197 231 261
e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94345: Heptadecane B B
57 10.80 11.00 11.20 11.40
43 m/z 41.10 31.87%
71
5000 85
29 99
o L4 1}3127141155169132196210 240
R B o L B a s SRR REARE R B A mmE e A RER !
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.80 11.00 11.20 11.40

8270-BF063016-M Mon Jul 11 17:51:13 2016 Page: 13



Library Search Compound Report

Data Path : V:\HPCHEM1\BNA F\DATA\BF070916\
Data File : BF088868.D

Aca On 9 Jul 2016 13:44

Operator : UM/SJ

Sample - H3813-27

Misc :

ALS Vial : 6 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 Dodecane, l1l-iodo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.14 4.23 ng 168734 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 1l-i1odo- 296 C12H25l1 004292-19-7 86
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
3 Pentadecane. 4-methvl- 226 C16H34 002801-87-8 80
4 Hexadecane 226 C16H34 000544-76-3 78
5 Decane, 3-methyl- 156 C11H24 013151-34-3 74

Abundance Scan 836 (11.142 min): BF088868.D (-835) (-) m/z 57.10 100.00%

57 71

5000

99 113127 181 200 10.80 11.00 11.20 11.40

155

0 m/z 71.10 84.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #140552: Dodecane, 1-iodo-
57
71
5000 43 85 U DR R DU
10. 80 11. OO 11.20 11.40
- 9% m/z 43.10 52.29%
o B gy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
1 U DA R DU
43 10.80 11.00 11.20 11.40
5000 85 m/z 85.10 46 .84%

99113
141155169183  211225239253267281296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83041: Pentadecane, 4-methyl- A B e
43 57 71 10.80 11.00 11.20 11.40
m/z 41.10 28.02%
5000 85
183
29
0 Ll ‘\ I 99 \ | 140154169 H 211226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 80 11. OO 11. 20 11.40

8270-BF063016-M Mon Jul 11 17:51:14 2016
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA F\DATA\BF070916\
Data File : BF088868.D

Aca On 9 Jul 2016 13:44

Operator : UM/SJ

Sample - H3813-27

Misc :

ALS Vial : 6 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 Tetracosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.54 2.31 ng 92076 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Docosane 310 C22H46 000629-97-0 72
4 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 64
5 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 59
Abundance Scan 871 (11.542 min): BF088868.D (-869) (-) m/z 57.10 100.00%
57
5000 85
3 113 154 210 11.20 11.40 11.60 11.80
0 ,,I et bt 310 2O S | W/Z 71.10  74.08%
m/z--> 20 40 60 0 100120140160180200220240260280300320340
Abundance #175557: Tetracosane
57
5000 85 L S R S UL B
11.20 11.40 11.60 11.80
29 m/z 43.10 67 .85%
0 ‘ L 141 160 197 225 253 281 309 338
m/z--> 2'0 4'0 6|O 8|0 100 12'0 14'10 1('30 180 200 220 240 260 280 300 320 340
Abundance
57
11.20 11,40 11.60 11.80
5000 85 m/z 85.10 51.56%
29

113 141 169 198

miz--> 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 340

Abundance #153222: Docosane R R RAEEEEa

57 11.20 11.40 11.60 11.80
m/z 41.10 31.54%

5000 85
29
. ) B 141 169 197 225 253 281 310

e A - i

mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11.20 11.40 11.60 11.80

8270-BF063016-M Mon Jul 11 17:51:15 2016 Page: 15



Library Search Compound Report

Data Path : V:\HPCHEM1\BNA F\DATA\BF070916\
Data File : BF088868.D

Aca On 9 Jul 2016 13:44

Operator : UM/SJ

Sample - H3813-27

Misc :

ALS Vial : 6 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 15 Undecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.77 3.67 ng 146635 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 86
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 891 (11.771 min): BF088868.D (-889) (-) m/z 73.05 100.00%

60 73

5000

A,
LI LI L B

11.40 11.60 11.80 12.00
m/z 43.10 93.78%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50053: Undecanoic acid
73

5000 LA L L L L L L L LB B
11.40 11.60 11.80 12.00
129943 m/z 60.00 87.69%
101115 186
04
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
e T T T T
11.40 11.60 11.80 12.00
5000 129 m/z 41.10 72 .84%
29 87
115 | 143 199 242
101 157171185
oL 15 213276
e S
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid R R RREEEEa
48 g 73 11.40 11.60 11.80 12.00

m/z 57.10 70.80%

5000 29

129
256
157171185 199 213
0 [ 143 199717 227
RN P e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00

8270-BF063016-M Mon Jul 11 17:51:16 2016 Page: 16



Library Search Compound Report

Data Path : V:\HPCHEM1\BNA F\DATA\BF070916\
Data File : BF088868.D

Aca On 9 Jul 2016 13:44

Operator : UM/SJ

Sample - H3813-27

Misc :

ALS Vial : 6 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 16 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.56 8.21 ng 274714 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58

Abundance Scan 960 (12.559 min): BF088868.D (-958) (-) m/z 73.05 100.00%

43 7B
57

:

o

5000 129
T 185 — e
115
| 143157171 | 1992132071 pes 284 12.20 12.40 12.60 12.80
_— m/z 43.10 93.81%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
73

5000 129 L e BB e e
12.20 12.40 12.60 12.80
m/z 60.00 81.79%

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

%

43 73

B

a9 | 3 12.20 12.40 12.60 12.80
5000 m/z 57.10  81.31%

242

129

87
101115 | 1431571711859%,5

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid R e e R B
60 12.20 12.40 12.60 12.80
m/z 55.10 71.90%
o V‘/\L\‘\\,
213
143157171185 199
o SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12. 40 12.60 12.80

8270-BF063016-M Mon Jul 11 17:51:16 2016 Page: 17



Library Search Compound Report

Data Path : V:\HPCHEM1\BNA F\DATA\BF070916\
Data File : BF088868.D

Aca On 9 Jul 2016 13:44

Operator : UM/SJ

Sample - H3813-27

Misc :

ALS Vial : 6 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-Nonadecanol-1 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.71 4.13 ng 138303 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91
Abundance Scan 1061 (13.714 min): BF088868.D (-1059) (-) m/z 55.10 100.00%
[
5000 111 -«JL«v~\,,v_/\\Nﬁﬁv~,fw,,g
149 016 13.40 13.60 13.80 14.00
0 m/z 57.10 96.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131391: n-Nonadecanol-1
55 83
5000 AR AU AR
Bmmmmmmm
29 m/z 83.10 94 .68%
139
ok A 4] 168 106 238 266
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
13.40 13.60 13.80 14.00
5000 11 m/z 43.10 91.17%
29
0 139 167 196 224 252 280 308 vT‘J\PxN_pvv\/\“AA4~H~M¥J\J
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 e EEARRE B R
83 13.40 13.60 13.80 14.00
m/z 69.10 85.91%
5000 K,vthMM_WVAJ\\WN\N_J«rA*
o \“ ‘ 167 195 222 250 280 308 336
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 40 13 60 13 80 14. oo !

8270-BF063016-M Mon Jul 11 17:51:17 2016 Page: 18



Library Search Compound Report

Data Path : V:\HPCHEM1\BNA F\DATA\BF070916\
Data File : BF088868.D

Aca On 9 Jul 2016 13:44

Operator : UM/SJ

Sample - H3813-27

Misc :

ALS Vial : 6 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 18 unknownl14.91 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

14 .91 2.88 ng 65945 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Estra-1.3.5(10)-trien-17-one. 3-... 298 C20H2602 002684-40-4 47
2 Gona-1.3.5(10)-trien-17-one. 3-h... 298 C20H2602 039667-85-1 35
3 .alpha. Bicvcloheptan(1-6.2-3)cv... 298 C20H2602 033323-49-8 27
4 1.6-Dihvdropvridazine-3-carboxvl... 298 C15H14N403 1000276-97-4 22
5 Estra-1,3,5(10),6-tetraene-3,17-... 298 C20H2602 001818-13-9 22

Abundance Scan 1166 (14.914 min): BF088868.D (-1164) (-) m/z 298.20 100.00%

213 298

5000
227 14.60 14.80 15.00 15.20
0 28 b Tm/z 213.10 0 91.30%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143238: Estra-1,3,5(10)-trien-17-one, 3-methoxy-1-methyl-
174 213 298

5000 TT T1 1T TTTT T T T TT T T
14.60 14.80 15.00 15.20
198 m/z 159.10 63.47%
| 2na 283
0 IV I N o S D
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
298
e e
14.60 14.80 15.00 15.20
5000 m/z 133.00 52.96%
146™%° 241
67 91107 131 185 510 256
0 227 270
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143248: .alpha. Bicycloheptan(1-6,2-3)cyclohexen-1,4,5-ex...
298 14.60 14.80 15.00 15.20
m/z 146.00 47 .81%
50001 44 91

188

117,31145159

173

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA F\DATA\BF070916\
Data File : BF088868.D

Aca On 9 Jul 2016 13:44

Operator : UM/SJ

Sample - H3813-27

Misc :

ALS Vial : 6 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 unknownl5.86 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.86 4.48 ng 102514 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentlel-1.3-oxazine. octahy... 216 C13H16N20 1000138-92-2 38
2 1-Cvcloheptene-3-carboxamide. N-... 215 C14H17NO 1000159-24-4 35
3 Stannane. cvclohexvlisopropvldim... 276 C11H24Sn 019814-13-2 22
4 (-)-Isolonaifolol. methvl ether 236 C16H280 1000333-80-8 18
5 Tricyclo[5.4.3.0(1,8)]tetradecan... 304 C20H3202 1000197-61-7 14
Abundance Scan 1249 (15.862 min): BF088868.D (-1246) (-) m/z 215.20 100.00%
215
95
43 149
5000 67 121 233
373
75 L B B UL SR
11 | 081 15.60 15.80 16.00 16.20
0 A T e m/z 95.10 77 .46%
m/z--> 50 100 150 200 250 300 350
Abundance #74245: Cyclopent[e]-1,3-oxazine, octahydro-2-(phenylimino...
215
5000 LR SRS B S B
135 15.|60 15.I80 16.|00 16.|20
. 93 m/z 107.10 71.49%
0....|....|....| — —
m/z--> 50 100 150 200 250 300 350
Abundance
93
215 ' 15.60 15.80 16.00 16.20
5000 &7 m/z 81.10 69.14%
119
4l 148 175
L L L W L L S
m/z--> 50 100 150 200 250 300 350
Abundance #123785: Stannane, cyclohexylisopropyldimethyl- R B EERmE R
149 15.60 15.80 16.00 16.20
m/z 93.10 67.48%
233
5000
55
g3 120 193
oL 22 ‘L N H,l,?@ L2z fy 20
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA F\DATA\BF070916\
Data File : BF088868.D

Aca On 9 Jul 2016 13:44

Operator : UM/SJ

Sample - H3813-27

Misc :

ALS Vial : 6 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 20 3,20-Allopregnanedione Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.03 2.41 ng 55024 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.20-Allopreananedione 316 C21H3202 000566-65-4 50
2 Preanenolone 316 C21H3202 000145-13-1 43
3 Methvl dihvdroisosteviol 334 C21H3403 202577-02-4 27
4 4.5-di-epi-aristolochene 204 C15H24 1000374-17-1 27
5 Bicyclo[5.3.0]decane, 2-methylen... 204 C15H24 1000159-39-3 25
Abundance Scan 1264 (16.034 min): BF088868.D (-1260) (-) m/z 55.10 100.00%
i T ’\/\/\/\J\/ﬁ\'m
107 161
5000 133 213 316
386 R SUNLR SR UL B
| | | 15.80 16.00 16.20 16.40
o T B B e S B m/z 81.10 85.23%
m/z--> 50 100 150 200 250 300 350
Abundance #158303: 3,20-Allopregnanedione
43
316
5000 84 L UL UL LN B
231 15.80 16.00 16.20 16.40
123 147 ocg 298 m/z 93.10 83.05%
obk— %‘ ‘ ‘H \ \H‘\ \‘\ \H \\ ul ‘ “ ‘ ‘\ MM . \I\ : ‘: —
m/z--> 50 150 300 350
Abundance
43
15.80 16.00 16.20 16.40
5000 m/z 79.10 82 .56%
79 107 298316
o 125 145163 187 213731 555,
m/z--> 50 100 150 200 250 300 350
Abundance #172734: Methyl dihydroisosteviol
3 81 123 15.80 16.00 16.20 16.40
m/z 231.20 81.72%
5000
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : V:\HPCHEM1\BNA_F\DATA\BF070916\

Data File : BF088868.D

Acq On > 9 Jul 2016 13:44 Instrument :

Operator : UM/SJ gﬁA{s el
- _ lentosampleld :

3?22'6 : H3813-27 P001-WW003-01

ALS Vial : 6 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]
2-Pentanone, 4-hy... 4.86 3.0 ng 77012 1 6.72 508139 20.0
unknown6 .48 6.48 37.5 ng 951859 1 6.72 508139 20.0
Naphthalene, 1,2,... 8.51 2.2 ng 74209 2 8.00 678053 20.0
Naphthalene, 1,2,... 8.83 3.9 ng 131196 2 8.00 678053 20.0
unknown9 .94 9.94 2.2 ng 104198 3 9.75 950639 20.0
Heptacosane 10.42 3.4 ng 163691 3 9.75 950639 20.0
Decane, 5-propyl- 10.68 6.3 ng 249895 4 11.23 798729 20.0
Tetradecane 10.87 3.6 ng 145750 4 11.23 798729 20.0
Hexadecane 11.12 2.7 ng 109434 4 11.23 798729 20.0
Dodecane, 1-iodo- 11.14 4.2 ng 168734 4 11.23 798729 20.0
Tetracosane 11.54 2.3 ng 92076 4 11.23 798729 20.0
Undecanoic acid 11.77 3.7 ng 146635 4 11.23 798729 20.0
Octadecanoic acid 12.56 8.2 ng 274714 5 13.85 669376 20.0
n-Nonadecanol-1 13.71 4.1 ng 138303 5 13.85 669376 20.0
unknownl14 .91 14.91 2.9 ng 65945 6 15.22 457413 20.0
unknownl15.86 15.86 4.5 ng 102514 6 15.22 457413 20.0
3,20-Allopregnane... 16.03 2.4 ng 55024 6 15.22 457413 20.0
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