LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086393.D

Aca On : 23 Apr 2016 16:31

Operator : UM/SJ

Sample : H2640-05

Misc :

ALS Vial : 37 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-BF042216.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 5.024 254 257 265 rBV 592178 877221 19.89% 2.008%
2 5.436 290 293 296 rBVY 2692703 3793494 86.01% 8.686%
3 5.847 327 329 331 rBV 71053 66600 1.51% 0.152%
4 6.476 381 384 393 rBY 3293144 3891580 88.23% 8.910%
5 6.613 393 396 398 rVV 3794995 4327543 98.12% 9.908%
6 6.682 400 402 404 rvB2 35227 50495 1.14% 0.116%
7 6.842 414 416 420 rBVY 1131974 1084184 24.58% 2.482%
8 7.002 427 430 432 rBV 3179999 3433583 77.85% 7.861%
9 7.402 463 465 468 rvv 1752611 2446794 55.48% 5.602%
10 7.447 468 469 471 rvVv 103836 132041 2.99% 0.302%
11 7.493 471 473 481 rvVB2 60491 148017 3.36% 0.339%
12 7.870 502 506 510 rBV3 24055 58519 1.33% 0.134%
13 8.122 526 528 533 rBVY 1144846 1498039 33.97% 3.430%
14 8.727 579 581 582 rBV 51056 62451 1.42% 0.143%
15 8.842 587 591 593 rvv2 48633 63080 1.43% 0.144%
16 8.933 597 599 601 rBV 48611 54093 1.23% 0.124%

17 9.207 620 623 625 rBVY 3736091 4410476 100.00% 10.098%
18 9.287 628 630 632 rvB2 102313 110058 2.50% 0.252%
19 9.470 643 646 647 rBvV 29754 46925 1.06% 0.107%
20 9.539 649 652 655 rBv2 64827 104334 2.37% 0.239%

21 9.596 655 657 659 rBvV 635580 582164 13.20% 1.333%
22 9.813 675 676 679 rVB 151789 118666 2.69% 0.272%
23 9.882 679 682 683 rBVY 1088484 1339323 30.37% 3.066%
24 9.905 683 684 686 rvB 102808 101733 2.31% 0.233%

25 10.042 693 696 698 rBv4 29175 66484 1.51% 0.152%
26 10.076 698 699 702 rBvV2 62816 69055 1.57% 0.158%
27 10.133 702 704 706 rVB3 38853 55147 1.25% 0.126%
28 10.248 710 714 715 rBv4 25487 50866 1.15% 0.116%

29 10.282 715 717 718 rvV 76707 104506 2.37% 0.239%
30 10.316 718 720 721 rVvV 233911 223559 5.07% 0.512%

31 10.339 721 722 728 rVB5 28096 72136 1.64% 0.165%
32 10.419 728 729 733 rVB 81276 92961 2.11% 0.213%
33 10.533 736 739 742 rVB2 105152 157835 3.58% 0.361%
34 10.579 742 743 745 rVB2 41774 49156 1.11% 0.113%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086393.D

Aca On : 23 Apr 2016 16:31

Operator : UM/SJ

Sample : H2640-05

Misc :

ALS Vial : 37 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-BF042216.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.659 748 750 753 rBV 1466890 1753691 39.76% 4_.015%

36 10.785 759 761 765 rVB 314447 392805 8.91% 0.899%
37 10.979 775 778 780 rBV3 37065 75693 1.72% 0.173%
38 11.231 796 800 801 rBV 206782 219409 4._.97% 0.502%
39 11.265 801 803 806 rvB2 107160 146702 3.33% 0.336%
40 11.356 809 811 815 rBV2 1028968 1625523 36.86% 3.722%

41 11.436 815 818 823 rVB 124017 262651 5.96% 0.601%

42 11.608 830 833 836 rBv2 36916 70215 1.59% 0.161%
43 11.665 836 838 839 rvv 68322 92891 2.11% 0.213%
44 11.859 853 855 856 rBvV 70585 72961 1.65% 0.167%
45 11.882 856 857 859 rvv 58250 82303 1.87% 0.188%
46 11.973 863 865 869 rvB2 88751 167206 3.79% 0.383%
47 12.065 872 873 875 rvV 73368 77060 1.75% 0.176%
48 12.156 878 881 886 rBV3 52027 133078 3.02% 0.305%
49 12.419 902 904 905 rBV 48528 83267 1.89% 0.191%

50 12.454 905 907 909 rvv2 113940 122685 2.78% 0.281%

51 12.579 916 918 920 rBV 544756 498793 11.31% 1.142%
52 12.796 934 937 938 rBV 453292 478015 10.84% 1.094%
53 12.945 947 950 955 rBV 2902308 3048621 69.12% 6.980%
54 13.185 968 971 973 rBv2 143080 212043 4.81% 0.485%
55 13.528 998 1001 1002 rBV 133663 207980 4.72% 0.476%

56 13.848 1027 1029 1034 rVB 298546 373953 8.48% 0.856%
57 13.997 1039 1042 1050 rVvVv2 702329 1498472 33.98% 3.431%
58 14.168 1055 1057 1059 rBV 157520 161491 3.66% 0.370%
59 14.465 1082 1083 1085 rBV 119857 185635 4.21% 0.425%
60 15.002 1128 1130 1134 rBV 130133 281799 6.39% 0.645%

61 15.414 1163 1166 1168 rBV 386025 583751 13.24% 1.337%
62 16.077 1222 1224 1232 rVB3 176390 467085 10.59% 1.069%

63 16.488 1258 1260 1264 rVB 116083 211333 4._.79% 0.484%
64 16.957 1299 1301 1305 rVB2 174516 345908 7.84% 0.792%

Sum of corrected areas: 43676137
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086393.D

Aca On : 23 Apr 2016 16:31

Operator : UM/SJ

Sample : H2640-05

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF086393.D
3500000
6.48 700

3000000
5.44

2500000

2000000 740

1500000
6.84

1000000

5.02
500000

5.85 68\ || Ji#e 74

T e P S e

T T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF086393.D

3500000
12.94
3000000
2500000

2000000

10.66

1500000
8.12

1000000

500000

Ol et M e e ——— — ——r————

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF086393.D

3500000

3000000

2500000

2000000

1500000 14.00

15.41

10000007 3.85 14.17 14.47 1645 16.96

500000

o T T T T 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 : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086393.D

Aca On : 23 Apr 2016 16:31

Operator : UM/SJ

Sample : H2640-05

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.02 16.18 ng 877221 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 257 (5.024 min): BF086393.D (-254) (-) m/z 43.10 100.00%

43.1
59.1
5000
101.1

460 480 500 520 540

71.1 83.1

0...,....,....,....,':...,..!.l,....,....,....,....,....,....,....,....,...., m/z 59.10 58.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S INLUNL L L L L L L LB
59.0 460 4.80 5.00 5.20 5.40
0
15.0 101.0 m/z 101.10 22.32%
I 8.0
L o L m L aam
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
RREE S e
460 4.80 5.00 5.20 5.40
5000 41.0 m/z 58.10 15.80%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4330: Butane, 1-ethoxy- R e A REAEEEE ..
59.0 460 480 500 520 540
31.0 m/z 41.10 8.82%
5000
3.0 73.0
15\'0 A‘ \“ ‘ 87.0 102.0
0|||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||| —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086393.D

Aca On : 23 Apr 2016 16:31

Operator : UM/SJ

Sample : H2640-05

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 unknown6.61 Concentration Rank 1

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

6.61 79.83 ng 4327540 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 16
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 396 (6.613 min): BF086393.D (-393) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 T L T L T T
401 541 6.20 6.40 6.60 6.80 7.00
o et 1 PR =X T = S | m/z 68.10 37.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 ARSI R
620 6.40 6.60 6.80 7.00
2.0 510 m/z 134.10 34 .19%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 24.29%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.36%
5000
104.0
ol 140 270 390 510 000770 g90 || uso
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 620 640 6.60 6.80 7.00

8270-BF042216.M Mon Apr 25 14:29:40 2016 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086393.D

Aca On : 23 Apr 2016 16:31

Operator : UM/SJ

Sample : H2640-05

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.32 3.34 ng 223559 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Heptadecane 240 C17H36 000629-78-7 83
3 Pentadecane 212 C15H32 000629-62-9 72
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 59
5 Eicosane 282 C20H42 000112-95-8 58
Abundance Scan 720 (10.316 min): BF086393.D (-718) (-) m/z 57.10 100.00%
57.1
5000
113.2 10.00 10.20 10.40 10.60
ol 140.2 162.1 183.2 226.4 n/z 43.10 57 450
m/z--> 200 40 60 80 100 120 140 160 180 200 220 240
Abundance #73965: Hexadecane
57.0
5000 LA B BURRA
85.0 10. 00 10. 20 10. 40 10.60
29.0 ' m/z 85.15 45.14%
0 J M |, J | 1130 1410 169.0 197.0 226.0
m/z--> 25 Jo éo éo 160 150 150 160 180 200 250 250
Abundance
57.0
85.0 10,00 1020 10.40 10.60
5000 m/z 71.15 44 .00%
29.0
. 130 1410 1600 1970 240.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64571: Pentadecane T T T
57.0 10.00 10.20 10.40 10.60
m/z 41.10 27 .54%
5000 85.0
29.0
m/z--> 25 Jo éo éo 160 150 150 1éo 180 200 250 250 1000 1020 1040 1060
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086393.D

Aca On : 23 Apr 2016 16:31

Operator : UM/SJ

Sample : H2640-05

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
10.53 2.36 ng 157835 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 78
2 Tetracosane 338 C24H50 000646-31-1 58
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 58
4 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 58
5 Octadecane 254 C18H38 000593-45-3 53

Abundance Scan 739 (10.533 min): BF086393.D (-736) (-) m/z 57.10 100.00%
5%.1
5000
85.2 Mo S )
| | 113.2 149 4 169.2 10.20 10.40 10.60 10.80
O el bl e b e e e .| M7z 712150 50.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #91053: Pentadecane, 2,6,10-trimethyl-
57.0
5000 AR DARSUNARUNAERE

10 20 10 40 10 60 10.80
29.0 8.0 m/z 43.10 44 _43Y%

113.0
| | 71410  183.0 2110 239.0

e = T AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
R L R e A
10.20 10.40 10.60 10.80
5000 85.0 m/z 85.15 26.58%
29.0 113.0
0 - 141.0 169.0 197.0 225.0 253.0 281.0 309.0 338.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl- e et
57.0 10 20 10 40 10 60 10.80

m/z 41.10 20.33%

5000 85.0 ﬂwjyvﬁﬁAx\«A/LJUbaj
113.0
‘ ’ l 141.0  183.0 211.0 239.0 267.0 296.0

o N N ! N T Eh o .

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10 20 10 40 10 60 10 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086393.D

Aca On : 23 Apr 2016 16:31

Operator : UM/SJ

Sample : H2640-05

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 Tridecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.78 4.83 ng 392805 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Eicosane 282 C20H42 000112-95-8 86
3 Heneicosane 296 C21H44 000629-94-7 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Undecane, 5-ethyl-5-propyl- 226 Cl16H34 002755-07-9 86

Abundance Scan 761 (10.785 min): BF086393.D (-759) (-) m/z 57.10 100.00%

57.1

5000

184.2 223.9 10.40 10.60 10.80 11.00

113.1 140.2

0! m/z 43.10 69 .55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45544; Tridecane
57.0
5000 | LI LB LB LN BB
85.0 10.40 10.60 10.80 11.00
20.0 m/z 71.15 66.54%
0 \‘ ‘\ H\ \‘ ] \\1130 141.0 1840
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R e A RAREERE SR
10.40 10.60 10.80 11.00
5000 m/z 85.15 44 .25%

85.0
29.0
113.0 141.0 169.0 197.0 225.0 253.0 282.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane S RE R B
57.0 10.40 10.60 10.80 11.00
m/z 41.10 30.43%
85.0
5000
29.0 113.0
o ||| M 1410 1690 1970 2250 2530 2960
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 40 10. 60 10. 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086393.D

Aca On : 23 Apr 2016 16:31

Operator : UM/SJ

Sample : H2640-05

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 Dodecane, l1l-iodo- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.23 2.70 ng 219409 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 1l-i1odo- 296 C12H25l1 004292-19-7 80
2 Eilcosane 282 C20H42 000112-95-8 80
3 Hexadecane 226 C16H34 000544-76-3 72
4 Heneicosane 296 C21H44 000629-94-7 72
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 64

Abundance Scan 800 (11.231 min): BF086393.D (-796) (-) m/z 57.10 100.00%

517.1
5000 .

11.00 11.20 11.40 11.60

1132 1420 1671 2011

233.2 276.9

0 m/z 43.10 69.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #114972: Dodecane, 1-iodo-
57.0
5000 85.0 e s e
11.00 11.20 11.40 11.60
20.0 m/z 71.10 68.31%
155.0
0 \‘ Ll ‘M Ll 1 ‘11\30\ ‘ 1830
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
N R EEEE RS R R
11.00 11.20 11.40 11.60
5000 m/z 85.15 42.15%
85.0
29.0

113.0 1410 169.0 197.0 2250 2530 282.0

?

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73968: Hexadecane S e e
57.0 11.00 11.20 11.40 11.60
m/z 41.10 35.10%
- T M/\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11. 20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086393.D

Aca On : 23 Apr 2016 16:31

Operator : UM/SJ

Sample : H2640-05

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
11.97 2.06 ng 167206 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 58
3 BH-Dibenzola.dlcvcloheptene 192 C15H12 000256-81-5 25
4 Benzoll.2-b:5.4-b"1dithiophene 190 C10H6S2 000267-61-8 22
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 22

Abundance Scan 865 (11.973 min): BF086393.D (-863) (-) m/z 189.10 100.00%
189.1
5000
631 701 0% 1pp11401 1651 o112 11.60 11.80 12.00 12.20
of : : : : m/z 190.10 93.70%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.60 11.80 12.00 12.20
' m/z 192.10 52._75%
oL, 390 630 || 1100 1370 1630 |
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
189.0
1160 11.80 12,00 1220
5000 m/z 191.20 40.81%
94.0
163.0
L S U S I B B S WL WL
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50635: 5H-Dibenzo[a,d]cycloheptene R A R o
192.0 11.60 11.80 12.00 12.20
m/z 187.10 17 .59%
5000
165.0
280 440 630 90 1150 1300 | |
miz-> 20 40 60 80 100 120 140 160 180 200 220 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086393.D

Aca On : 23 Apr 2016 16:31

Operator : UM/SJ

Sample : H2640-05

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.19 2.83 ng 212043 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 86
2 Heneicosane 296 C21H44 000629-94-7 76
3 Eicosane 282 C20H42 000112-95-8 76
4 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 70
5 Nonacosane 408 C29H60 000630-03-5 62
Abundance Scan 971 (13.185 min): BF086393.D (-968) (-) m/z 57.10 100.00%
57.1
85.2
5000
| e 1280 15100 13130 15120 1560
141.2 189.1 261.2 - . . . .
S W1 .-.'I,.':'J. e ,...??.5..2.,....,...'“,....,.... L2 LSS nyz 71.15 77.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #91035: Octadecane
57.0
5000 85.0 R IR i
12. 80 13. oo 13. 20 13. 40 13. 60
20.0 m/z 43.10 62.85%
0 L “ | " 11?0\1410 169.0 1970 225.0 2540
m/z--> 25 Jo éo éo 160 150 110 1éo 1éo 200 220 240 260 2éo 300
Abundance
57.0
o 1280 12100 13,20 1340 1360
5000 m/z 85.15 57.13%
29.0 113.0

141.0 169.0 197.0 225.0 253.0 296.0

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107651: Eicosane AR B
57.0 12.80 13.00 13.20 13.40 13.60
m/z 55.10 25.82%

5000
85.0
29.0
o ‘ | | ] 1130 1410 1600 107.0 2250 2530 282.0

..w””,””,””,””“.”“.”“.”“.”“”..”..”..”..”w.”.. U
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.80 13.00 13,20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086393.D

Aca On : 23 Apr 2016 16:31

Operator : UM/SJ

Sample : H2640-05

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.53 2.78 ng 207980 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Pentadecane 212 C15H32 000629-62-9 93
3 Nonadecane 268 C19H40 000629-92-5 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heneicosane, l1ll-decyl- 437 C31H64 055320-06-4 91
Abundance Scan 1001 (13.528 min): BF086393.D (-998) (-) m/z 57.10 100.00%
51.1
85.2
5000
USRS SRR
141.2 230.2 13.20 13.40 13.60 13.80
o.upnqh”,dkw 175.2201.1 256.0283.2  327.3 T A6 78 170
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #115570: Heneicosane
57.0
85.0
5000 RS BB UARSUARRE
mmmmmmmm
9.0 113.0 m/z 43.10 60.24%
ol “ 14101600 197.0 2250 253.0 2960
m/z--> %b&%mmmmmmmmmmmﬁ
Abundance
57.0
13.20 13.40 13.60 13.80
0
5000 g5.0 m/z 85.20 57.75%
29.0
. 113.0 141.0 169.0  212.0 M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #99477: Nonadecane R R ma AR
57.0 13.20 13.40 13.60 13.80
m/z 55.10 26.38%
29.0
o | |‘ i 411?01410169019702250 2680
m/z--> 2'0 4'0 6|O 8|O 1(')0 120 140 160 180 200 220 240 260 280 300 350 13 20 13. 40 13. 60 13 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086393.D

Aca On : 23 Apr 2016 16:31

Operator : UM/SJ

Sample : H2640-05

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.85 4.99 ng 373953 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 68
2 Hexadecane 226 C16H34 000544-76-3 60
3 Nonadecane 268 C19H40 000629-92-5 58
4 1-lodoundecane 282 C11H23lI 004282-44-4 53
5 Pentadecane 212 C15H32 000629-62-9 52
Abundance Scan 1029 (13.848 min): BF086393.D (-1027) (-) m/z 57.10 100.00%
5%.1
5000 85.2 uwanva\ﬂm/A\J~V~\/k,»vm
Jm ’ 230 1460 1580 1400 1420
141 2 1 : : : :
Ol | 14121602 20122012563 2013 3313 o SUARGT 76 agh
m/z--> 50 150 200 250 300
Abundance #107653: Eicosane
57.0
5000 850 LA L B L LB L L B B
29.0 13. 60 13. 80 14. oo 14. 20
’ m/z 71.15 70.26%
0 mewmﬁﬁymm%mmnmEm%N
m/z--> 55 160 1éo 260 2éo 360 '
Abundance
57.0
"' 13.60 13.80 14.00 14.20
0
5000 85.0 m/z 85.20 46.61%
29.0
0 113.0 141.0 169.0 197.0 226.0
m/z--> 55 160 150 200 250 360 '
Abundance #99476: Nonadecane R AR RRRES T
57.0 13.60 13.80 14.00 14.20
m/z 55.10 38.53%
5000
29.0
o |y M390141.0169.0197.0 268.0
m/z--> 50 ﬁo 1% M 250 3& ' anmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086393.D

Aca On : 23 Apr 2016 16:31

Operator : UM/SJ

Sample : H2640-05

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 28-Nor-17.alpha.(H)-hopane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.08 16.00 ng 467085 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.alpha.(H)-hopane 398 C29H50 053584-60-4 72
2 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 43
3 l1l.4-Methanonaphthalene. 6.7-diet... 206 C15H26 016539-02-9 27
4 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 25
5 2"-Fluoro-6"-(trifluoromethyl)-a... 206 C9H6F40 174013-29-7 25
Abundance Scan 1224 (16.077 min): BF086393.D (-1222) (-) m/z 191.20 100.00%
191.2
81.1
5000
23.2
4 263.2 15,80 16.00 16.20 16.40
- 355.4387.4 ) . . . .
ol WOl 222 (02952 PRSI A2 hsz 8l.10  58.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #156126: 28-Nor-17.alpha.(H)-hopane
191.0
5000 L S UL UL B
109.0 15,80 16.00 16.20 16.40
49.0 m/z 95.10 52 .94%
LLd Lm0 e g
0...luuuul“.‘.“.”‘.=.‘.H.i‘|‘.‘...‘ l... ....l‘...\.“l....
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
15,80 16.00 16.20 16.40
50001 28.0 m/z 177.20 47 .24%
950 1350
0"'I""I""I""""""""I""I""
m/z--> 50 100 150 200 250 300 350 400
Abundance #60315: 1,4-Methanonaphthalene, 6,7-diethyldecahydro-, cis- Al Emma s R S
95.0 15.80 16.00 16.20 16.40
m/z 55.10 40.72%
41.0 137.0 177.0
5000
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40

8270-BF042216.M Mon Apr 25 14:29:46 2016

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086393.D

Aca On : 23 Apr 2016 16:31

Operator : UM/SJ

Sample : H2640-05

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 Urs-20-en-16-o0l, (16.beta.,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.49 7.24 ng 211333 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Urs-20-en-16-o0l. (16.beta..18.al... 426 C30H500 066394-74-9 83
2 Baccharane 414 C30H54 036441-74-4 47
3 5-(7a-Isopropenvl-4.5-dimethvl-o... 290 C20H340 1000193-54-0 46
4 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 46
5 1-Cyclohexene, 1,3,3-trimethyl-2_... 206 C14H220 1000197-08-4 40
Abundance Scan 1260 (16.488 min): BF086393.D (-1258) (-) m/z 191.20 100.00%
191.2
5000 81.1
123.1
e 16120 16,40 16,60 16:80
33.2267.1 303.2 .3 3983 : : : :
ol 3 4241 77 81.10  43.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #161298: Urs-20-en-16-ol, (16.beta.,18.alpha.,19.alpha.)-
191.0
5000 HRR ISR BN BN U
16.20 16.40 16.60 16.80
426.0 m/z 95.10 36.17%
0 [ ??90 27?'0 393'Q\ ‘
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
69.0 HRR IR BN BN U
16.20 16.40 16.60 16.80
5000 123.0 414.0 m/z 69.10  36.06%
329.0
o 233.0 2750 369.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #112334: 5-(7a-1sopropenyl-4,5-dimethyl-octahydroinden-4-y... e e
191.0 16.20 16.40 16.60 16.80
95.0 m/z 123.10 30.06%
135.0
5000{ 41.0
o 223.0257.0290.0
miz--> 50 100 150 200 250 300 350 400 16,20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086393.D

Aca On : 23 Apr 2016 16:31

Operator : UM/SJ

Sample : H2640-05

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 1,4-Dimethyl-8-isopropylide... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.96 11.85 ng 345908 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dimethvl-8-isopropvlidenetri... 204 C15H24 1000140-07-7 78
2 Guaila-3.9-diene 204 C15H24 000489-83-8 58
3 5-Bromo-4-0x0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 53
4 1.2.4.8-Tetramethvlbicvclol6.3.0... 204 C15H24 137235-51-9 49
5 Cholest-8(14)-en-3-ol, 4,4-dimet... 414 C29H500 014772-51-1 46
Abundance Scan 1301 (16.957 min): BF086393.D (-1299) (-) m/z 204.20 100.00%

135.2 204.2

69.1
5000
16.4 St e it
393.4 4403 16.60 16.80 17.00 17.20
0 : m/z 135.20 82.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58755: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10..
204.0
5000 LA L L L L L L L L L
95.0 161.0 16.60 16.80 17.00 17.20
410 “ m/z 69.10 72.46%
SENENY |00 R
m/z--> 200 250 300 350 400
Abundance
1350 2040
B B
410 91.0 16.60 16.80 17.00 17.20
5000 : m/z 121.10 67.07%
oL Ml i gy A A
m/z--> 50 100 150 200 250 300 350 400
Abundance #67072: 5-Bromo-4-0x0-4,5,6, 7-tetrahydrobenzofurazan R EARmE RS
109.0 16.60 16.80 17.00 17.20
m/z 133.10 64.18%
45.0
218.0
5000
160.0
m/z--> 100 150 200 250 300 350 400 16. 60 16. 80 17. OO 17. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042216\
Data File : BF086393.D

Acq On : 23 Apr 2016 16:31

Operator : UM/SJ

Sample - H2640-05

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042216_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.02 16.2 ng 877221 1 6.84 1084180 20.0
unknown6 .61 6.61 79.8 ng 4327540 1 6.84 1084180 20.0
Hexadecane 10.32 3.3 ng 223559 3 9.88 1339320 20.0
Pentadecane, 2,6,... 10.53 2.4 ng 157835 3 9.88 1339320 20.0
Tridecane 10.78 4.8 ng 392805 4 11.36 1625520 20.0
Dodecane, 1-iodo- 11.23 2.7 ng 219409 4 11.36 1625520 20.0
4H-Cyclopenta[def... 11.97 2.1 ng 167206 4 11.36 1625520 20.0
Octadecane 13.19 2.8 ng 212043 5 14.00 1498470 20.0
Heneicosane 13.53 2.8 ng 207980 5 14.00 1498470 20.0
Eicosane 13.85 5.0 ng 373953 5 14.00 1498470 20.0
28-Nor-17.alpha.(... 16.08 16.0 ng 467085 6 15.41 583751 20.0
Urs-20-en-16-ol, ... 16.49 7.2 ng 211333 6 15.41 583751 20.0
1,4-Dimethyl-8-is... 16.96 11.9 ng 345908 6 15.41 583751 20.0
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