LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF031116\
Data File : BF085385.D
Acq On : 11 Mar 2016 21:27 Instrument :
Operator : UM/SJ E?Afs el

- _ lentosampleld :
3?2?6 - 175803 POST-EX-17-20160309
ALS Vial : 13 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 height area % max. total
1 5.121 246 248 256 rvVB 382529 453853 13.40% 1.299%
2 5.533 281 284 286 rBV 2696670 2493782 73.66% 7.138%
3 6.561 371 374 376 rBvV 2987454 3066202 90.56% 8.776%
4 6.699 383 386 389 rBV 2944918 2822806 83.37% 8.079%
5 6.767 389 392 399 rvB 41076 65736 1.94% 0.188%
6 6.939 404 407 409 rVB 733974 851852 25.16% 2.438%
7 6.996 409 412 414 rBV 57787 48780 1.44% 0.140%
8 7.087 418 420 423 rVB 2140412 2403160 70.98% 6.878%
9 7.499 453 456 458 rBV 2233615 2072625 61.22% 5.932%
10 7.944 493 495 500 rBvV2 22374 46902 1.39% 0.134%
11 8.219 517 519 523 rVV 1215676 1145342 33.83% 3.278%
12 8.939 578 582 583 rvB2 29509 43038 1.27% 0.123%
13 9.247 607 609 611 rVB 32735 33896 1.00% 0.097%
14 9.305 611 614 616 rBVY 2566424 3385729 100.00% 9.691%
15 9.385 618 621 622 rBV 55018 87484 2.58% 0.250%
16 9.567 634 637 638 rBv2 19521 34212 1.01% 0.098%
17 9.636 641 643 646 rvB2 55939 69162 2.04% 0.198%
18 9.693 646 648 650 rBY 299812 330307 9.76% 0.945%
19 9.842 659 661 663 rBV 53853 71424 2.11% 0.204%

20 9.910 663 667 668 rvv 118085 133894 3.95% 0.383%

21 9.979 670 673 675 rvvV 1290233 1132776 33.46% 3.242%

22 10.013 675 676 677 rVB 81177 56866 1.68% 0.163%
23 10.139 684 687 688 rBv2 43811 60062 1.77% 0.172%
24 10.173 688 690 693 rvv2 59784 114186 3.37% 0.327%
25 10.230 693 695 697 rVB3 42479 55787 1.65% 0.160%

26 10.413 707 711 712 rBV2 108498 181816 5.37% 0.520%
27 10.528 718 721 724 rBV 82836 108466 3.20% 0.310%
28 10.630 726 730 733 rvv2 102418 182316 5.38% 0.522%
29 10.676 733 734 736 rVB 36927 41238 1.22% 0.118%
30 10.768 739 742 744 rBV 953492 1055160 31.16% 3.020%

31 10.813 744 746 748 rVB3 27522 34995 1.03% 0.100%
32 10.882 749 752 757 rVB2 194454 352722 10.42% 1.010%
33 11.076 766 769 770 rBvV2 47559 69722 2.06% 0.200%
34 11.225 778 782 784 rBV6 34384 67395 1.99% 0.193%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF031116\
Data File : BF085385.D
Acq On : 11 Mar 2016 21:27 Instrument :
Operator : UM/SJ E?Afs el

- _ lentosampleld :
3?2?6 - 175803 POST-EX-17-20160309
ALS Vial : 13 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.270 784 786 788 rVB 39061 40738 1.20% 0.117%

36 11.328 789 791 792 rVvV 112121 111328 3.29% 0.319%
37 11.362 792 794 797 rVB 149432 157988 4.67% 0.452%
38 11.465 800 803 804 rBV 1046318 974731 28.79%% 2.790%
39 11.533 807 809 811 rVvB 122439 168840 4_.99% 0.483%

40 11.568 811 812 814 rBV2 29122 44796 1.32% 0.128%
41 11.693 821 823 827 rVB 58649 84176 2.49% 0.241%
42 11.762 827 829 830 rvv 45323 54087 1.60% 0.155%
43 11.796 830 832 835 rvB2 29935 45858 1.35% 0.131%

44 11.968 845 847 848 rvVv 129647 140653 4._.15% 0.403%
45 11.991 848 849 851 rvv 166520 162615 4._80% 0.465%

46 12.036 851 853 855 rvv2 43175 71327 2.11% 0.204%
47 12.082 855 857 861 rvB2 147088 275635 8.14% 0.789%
48 12.162 863 864 866 rvB 58285 51993 1.54% 0.149%
49 12.265 871 873 876 rvv2 58398 111224 3.29% 0.318%
50 12.448 887 889 892 rBV3 38736 65422 1.93% 0.187%
51 12.516 893 895 896 rBvV 87719 86496 2.55% 0.248%
52 12.551 896 898 901 rvB 85620 111761 3.30% 0.320%
53 12.596 901 902 905 rBV2 58758 71264 2.10% 0.204%
54 12.676 907 909 912 rvVv 877899 777669 22.97% 2.226%
55 12.722 912 913 916 rVB3 24151 42839 1.27% 0.123%

56 12.905 926 929 932 rBV 793633 842838 24.89%% 2.412%
57 12.962 932 934 937 rVB2 30511 45325 1.34% 0.130%
58 13.054 939 942 944 rBV 2449785 2393564 70.70% 6.851%
59 13.134 946 949 952 rBV3 60746 151634 4.48% 0.434%

60 13.236 956 958 959 rVvB 88707 91299 2.70% 0.261%
61 13.305 960 964 965 rBVvV2 66958 132801 3.92% 0.380%
62 13.339 965 967 968 rvv 71568 71964 2.13% 0.206%
63 13.408 971 973 974 rBV2 52544 73935 2.18% 0.212%
64 13.625 990 992 995 rBV2 53065 97692 2.89% 0.280%

65 13.739 1000 1002 1007 rVB 110380 160440 4.74% 0.459%

66 13.945 1018 1020 1025 rVB2 202471 296921 8.77% 0.850%
67 14.105 1031 1034 1035 rBV2 910026 1162024 34.32% 3.326%
68 14.368 1055 1057 1060 rBVZ2 77281 136965 4._05% 0.392%
69 15.145 1123 1125 1129 rVB 294079 569968 16.83% 1.631%
70 15.442 1149 1151 1155 rBV 168743 283134 8.36% 0.810%

71 15.511 1155 1157 1160 rVvVv 216471 290926 8.59% 0.833%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF031116\

Data File : BF085385.D

Acq On : 11 Mar 2016 21:27

Operator : UM/SJ

3?22'6 i H1758-03 POST-EX-17-20160309
ALS Vial : 13 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 15.568 1160 1162 1168 rVB2 511313 900495 26.60% 2.577%
73 17.031 1287 1290 1297 rVB2 97760 238034 7.03% 0.681%
74 17.465 1326 1328 1335 rVB 79412 172895 5.11% 0.495%

Sum of corrected areas: 34937987
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF031116\

Data File : BF085385.D

Acq On : 11 Mar 2016 21:27

Operator : UM/SJ

ﬁ?ggle i H1758-03 POST-EX-17-20160309
ALS Vial : 13 Sample Multiplier: 1

Quant Title :

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

Abundance TIC: BF085385.D
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82

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085385.D

Acq On : 11 Mar 2016 21:27

Operator : UM/SJ

Sample : H1758-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Title

C:\DATABASE\NISTO2.L
LSCINT.P

TIC Library
TIC Integration Parameters:

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

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

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

5.12 10.66 ng 453853 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 248 (5.121 min): BF085385.D (-246) (-) m/z 43.05 100.00%
43

59
5000
101 480 500 520 540
m/z 59.10 57.16%
| 69 83
R R R SR AN AR RRARA RARRA RARAN AARAN LALARALRS SRS RARRY
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
4.80 5.00 5.20 5.40
5000 m/z 101.10 20.96%
59
15 101
31
| Ly 51\ 83 \‘
O T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 T S —.
Abundance 4.80 5.00 5.20 5.40
59 m/z 58.10 15.83%
5000 41
68 L L e
126 4.80 5.00 5.20 5.40
ol 50 142 m/z 41.10 9.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3099: 5-Hexen-2-one
43
5000 4.80 5.00 5.20 5.40
55
27
. e37 8 %8
...,....,....,....,....,....,....,....,....,....,....,....,....,....,....,
Me-BFO30B1620M MMorOM&P Bd 09 :-88:907 1001® 120 130 140

POST-EX-17-20160309

Page: 5



82

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085385.D

Acq On : 11 Mar 2016 21:27

Operator : UM/SJ

Sample : H1758-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 2 unknown6.70 Concentration Rank 1

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

6.70 66.27 ng 2822810 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene, ... 132 C10H12 028749-81-7 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 386 (6.699 min): BF085385.D (-383) (-) m/z 132.10 100.00%
132
5000 68
. 640 6.60 6.80 7.00
40 5y m/z 68.10 43.57%
o 78 | 406 .
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69 o 640 6.60 680 7.00
5000 m/z 134.10 32.80%
a1 5
0'"I'J”Ml“MW'lWﬁ?”"I“'”I"‘W""I”"I'”'
m/z--> 20 40 60 80 100 120 140 160 180 I A N
Abundance 6.40 6.60 6.80 7.00
132 m/z 66.10 27 .89%
5000
104 ISR LA S LR
51 66 77 6.40 6.60 6.80 7.00
ol 14 2 & s M e M/Z 69.10  17.59%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57 132
74
5000 g 11O 640 6.60 680 7.00
0...|....|....|....|....|.... ..‘”.|...1.5|8....|.1.8?.
n@~-BF030326 .M 4on KMar B4 09088:18 2046 160 180
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085385.D

Acq On : 11 Mar 2016 21:27

Operator : UM/SJ

Sample : H1758-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Title

C:\DATABASE\NISTO2.L
LSCINT.P

TIC Library
TIC Integration Parameters:

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 4 Tetradecane Concentration Rank 15

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

9.91 2.36 ng 133894 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 87
2 Hexadecane 226 C16H34 000544-76-3 83
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
4 Tridecane 184 C13H28 000629-50-5 78
5 Heneicosane 296 C21H44 000629-94-7 78

Abundance Scan 667 (9.910 min): BF085385.D (-663) (-) m/z 57.10 100.00%
57
43 71
5000
e B e
9.60 9.80 10.00 10.20
9 m/z 43.10 73.69%
o 113126 141 155 179191
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55008: Tetradecane
57
43 Tryrrrryrrrryrrrrr|rrorrr
71 9.60 9.80 10.00 10.20
5000 85 m/z 71.10 67.87%
29
99
15 | 0 | 113 127 141 155 169~ 198
R T o S bt S TR
miz--> 20 40 60 80 100 120 140 160 180 200 220 e
Abundance 9.60 9.80 10.00 10.20
57 m/z 85.10 45.61%
43
71
5000 85
29 99 960 9.80 10.00 10.20
113 127 141 . . . .
O o 20 183107 226 1 Tm/z 41.10  31.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45605: Decane, 2,3,5-trimethyl-
57
43
71 Tryrrrryrrrryrrrrr|rrorrr
5000 o 9.60 9.80 10.00 10.20
‘ 99 141
ol bt 0 O R NN N N
W—BFOBORQG MO Mo#D Maﬁﬁ 1@009238 14_(9 126016180 200 220
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085385.D

Acq On : 11 Mar 2016 21:27

Operator : UM/SJ

Sample : H1758-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Title

C:\DATABASE\NISTO2.L
LSCINT.P

TIC Library
TIC Integration Parameters:

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 5 Dodecane, l-iodo- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.41 3.21 ng 181816 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, l-iodo- 296 C12H251 004292-19-7 80
2 Octadecane 254 C18H38 000593-45-3 78
3 Pentadecane 212 C15H32 000629-62-9 72
4 Heptacosane 380 C27H56 000593-49-7 72
5 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 72

Abundance Scan 711 (10.413 min): BF085385.D (-707) (-) m/z 57.10 100.00%
57
43 "
5000
R e e
10.00 10.20 10.40 10.60 10.80
113 m/z 71.10 72.61%
0 127140154 169 193
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #114972: Dodecane, 1-iodo-
57
71 e
10.00 10.20 10.40 10.60 10.80
5000 43 85 m/z 43.10 66.15%
29 99
113
O W Y3 A LMUW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 aadithind Shathanidii
Abundance 10,00 10.20 10.40 10.60 10.80
57 m/z 85.10 54 .04%
43
71
5000 85
2 9 113 10,00 10.20 10.40 10.60 10.80
127 141 155 : : : :
O e OO 183 197 211225 230 258 | "m/z 41.10  31.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64575: Pentadecane
57
43
71 TrrrJyrrrryrrrryrrrr[rr
5000 10.00 10.20 10.40 10.60 10.80
85
9 113
.”.“.”,”....”,”.w.”......“...”,.”.“.”,”.w.
T@~-BFO30316. M 6MlonsiMai00142@ 91488 10 1301800 220 240

POST-EX-17-20160309

Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF031116\

Data File : BF085385.D

Acq On : 11 Mar 2016 21:27

Operator : UM/SJ

ﬁ?ggle i H1758-03 POST-EX-17-20160309
ALS Vial : 13 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 6 Pentadecane, 2,6,10-trimethyl- Concentration Rank 10

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

10.63 3.22 ng 182316 Acenaphthene-d10 9.98

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 90

2 3-Methyl-4-(methoxycarbonyl)hexa... 184 C9H1204 1000104-10-8 83

3 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 81

4 Heptacosane 380 C27H56 000593-49-7 80

5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
Abundance Scan 730 (10.630 min): BF085385.D (-726) (-) m/z 57.10 100.00%

57
71
5000

10.40 10.60 10.80 11.00

99 113 m/z 71.10 55.57%
127 141 155 169 183

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #91053: Pentadecane, 2,6,10-trimethyl-
57
43 10.40 10.60 10.80 11.00
5000 71 m/z 43.10 44 _.09%
85
2 99 113
owﬂ“ Hmmmmmmmmmmm
T T T T e e P T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 AT ATt
Abundance 10.40 10.60 10.80 11.00
57 69 m/z 85.10 28.95%
i o 112125 184
5000 169
45
152
139 L e e
10.40 10.60 10.80 11.00
O e A e e || M/Z 41,10 22.08Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #36184: Decane, 3,6-dimethyl-
43 97
71 Trrryrrrryrrrryrrrr[rrr
5000 10.40 10.60 10.80 11.00
85
g9 13 a1
| T | \\ 127 7155 170
L T N E e S AR S eSS

82M2-BFO303160.M 6Mon8Ma100142Q91488 1601 1801800 220 240 Page: 9




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085385.D

Acq On : 11 Mar 2016 21:27

Operator : UM/SJ

Sample : H1758-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Title :

C:\DATABASE\NISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 7 Tridecane Concentration Rank 4

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

10.88 7.24 ng 352722 Phenanthrene-d10 11.46

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Tetradecane 198 C14H30 000629-59-4 93
3 Heptadecane 240 C17H36 000629-78-7 91
4 Pentadecane 212 C15H32 000629-62-9 86
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 86

Abundance Scan 752 (10.882 min): BF085385.D (-749) (-) m/z 57.10 100.00%
57
5000
4 L L
10.60 10.80 11.00 11.20
113 m/z 71.10 70.13%
0 140 169184199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45544; Tridecane
57
10.60 10.80 11.00 11.20
5000 m/z 43.10 67 .54%
85
4
oL 20, ‘ oLy 118 141156 184
e R o I S o S R a S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 A
Abundance 10,60 10.80 11.00 11.20
57 m/z 85.10 45_00%
5000 85
41
e e S
113 141 198 10.60 10.80 11.00 11.20
Ow%mmq%wmm m/Z 41-10 30-64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82608: Heptadecane
57
85 e o e
5000 10.60 10.80 11.00 11.20
4
113
oL 28 L e 169 107510 240
e R e e R E LAt sniRaRARaRE
82ME~-BFO03031 640M 60l0[0 Mae 12¢l 140 1®81:82 202 (@26 240 260 280 300

POST-EX-17-20160309
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085385.D

Acq On : 11 Mar 2016 21:27

Operator : UM/SJ

Sample : H1758-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Title :

C:\DATABASE\NISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 8 Eicosane Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
11.33 2.28 ng 111328 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 72
2 Dodecane, l1l-i1odo- 296 C12H25l1 004292-19-7 72
3 Octacosane 394 C28H58 000630-02-4 72
4 Tetracosane 338 C24H50 000646-31-1 64
5 Decane, 3-methyl- 156 Cl11H24 013151-34-3 58

Abundance Scan 791 (11.328 min): BF085385.D (-789) (-) m/z 57.10 100.00%
57
11.00 11,20 1140 1160
182 m/z 43.10 71.57%
113 141
Omlliu.ljll Laep |, 2 82
m/z--> 50 100 150 200 250 300 350
Abundance #107651: Eicosane
57
U A UL SUMLE B
11.00 11.20 11.40 11.60
5000 m/z 71.10 68.65%
85
29
L T 141 169 197 225 253 262
m/z--> 55 160 150 260 2éo 300 3éo ' o e Y
Abundance 11,00 11.20 11.40 11.60
57 m/z 85.10 47 .29%
U L UL SUMLE B
29 113 155 11.00 11.20 11.40 11.60
e — m/z 41.10 30.53%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57
5000 o 11,00 11,20 1140 11.60
29
oL i | M3 141 160 107 225 253 281 309 337 365 394
IIII"""'I"'""""""""I
82mM@-BF03031%.M M®A Mafs50l4 0®E38:2% 20130 350

POST-EX-17-20160309
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085385.D

Acq On : 11 Mar 2016 21:27

Operator : UM/SJ

Sample : H1758-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Title :

C:\DATABASE\NISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 9 Dibenzothiophene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.36 3.24 ng 157988 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 55
2 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 49
3 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 46
4 Triacontane 422 C30H62 000638-68-6 27
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 27

Abundance Scan 794 (11.362 min): BF085385.D (-792) (- m/z 184.05 100.00%
184
57 AM
5000
'I'”'I'”AI”"I”"P
11.00 11.20 11.40 11.60
m/z 57.10 80.68%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45488: Dibenzothiophene
184
DI NI B BN I
11.00 11.20 11.40 11.60
5000 m/z 71.10 71.21%
139
152
15 27 39 50 63 7? gf 113 126 “ | 169 /\\Avdkxvv“~ﬂAAVVNA~NV_jd\N~
m/z--> 20 Jo 60 80 100 150 140 160 180 200 220 e
Abundance 11:00 11,20 1140 11.60
184 m/z 85.10 38.89%
Pe o s 11.00 1120 11.40 11.60
Ol 02 A 89 m/z 43.10 38.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45494: Naphtho[2,3-b]thiophene
184
5000 11.00 1120 11.40 11.60
139
79 92 152
0 4,92 ‘3“\ b 126 “‘ | . 169 |
I e S e
82&0—8F0303@6 MOMonoMaﬁ)14D@9138 2@ ZGEGZMO 200 220

POST-EX-17-20160309
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085385.D

Acq On : 11 Mar 2016 21:27

Operator : UM/SJ

Sample : H1758-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 10 Phenanthrene, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.97 2.89 ng 140653 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
3 1H-Cyclopropa[l]phenanthrene,la, ... 192 C15H12 000949-41-7 96
4 Phenanthrene, l1-methyl- 192 C15H12 000832-69-9 95
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 94
Abundance Scan 847 (11.968 min): BF085385.D (-845) (-) m/z 192.10 100.00%
192
5000
1160 11,80 12,00 12.20
96 165 m/z 191.10 57.66%
o 3950 63 82 115128139150 | 176 210 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50626: Phenanthrene, 2-methyl-
192
11.60 11.80 12.00 12.20
5000 m/z 189.10 32.54%
165
o 27 3050 63 82 % 115127130152 | 178 |
m/z--> 20 40 60 80 160 120 140 160 180 200 220
Abundance 11.60 11.80 12.00 12.20
192 m/z 190.10 16.09%
5000
3 95 165 1160 11.80 12.00 12.20
ol 15273081 03 | T M98 ar | M/z 193.10  15.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50641: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro-
192
5000 1160 11,80 12,00 12.20
165
o, 27351 6 8 5 115127139152 | 178
SZW—BFOBO@G MOMoao Mago 140CD9J:298'JZS 2611615'30 200 220

POST-EX-17-20160309
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085385.D

Acq On : 11 Mar 2016 21:27

Operator : UM/SJ

Sample : H1758-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Title :

C:\DATABASE\NISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 11 Anthracene, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.99 3.34 ng 162615 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 97
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 97
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 96
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 95
Abundance Scan 849 (11.991 min): BF085385.D (-848) (-) m/z 192.10 100.00%
192
5000 Mfw
- 1160 11.80 12,00 12.20 12.40
0,
) 51 63 82 96 139152 )13 o7 m/z 191.10 56.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #50626: Phenanthrene, 2-methyl-
192
11'60 11/80 12,00 12.20 12.40
5000 m/z 189.10 31.42%
65
oL 2739 63 82 % 115 139152 | 178 |
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240
Abundance 11.60 11.80 12.00 12.20 12.40
192 m/z 193.10 16.56%
5000
83 165 1160 11,80 12,00 12.20 12.40
96 : - : : -
o 142739 88 s eI an e M/Z 165.10  15.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #50623: Phenanthrene, 1-methyl-
192
5000 1160 11.80 12.00 12.20 12.40
165
2739 63 82 9 115 139152 | 177 |
8270-BF030316 46 Mo Iear 104 0 38 2802006 200 230 240

POST-EX-17-20160309
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085385.D

Acq On : 11 Mar 2016 21:27

Operator : UM/SJ

Sample : H1758-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Title :

C:\DATABASE\NISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 12 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.08 5.66 ng 275635 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 70
2 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 43
3 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 25
4 Hydrazinecarboxaldehyde, 2-[3-(m... 190 C4H6N40S2 038362-25-3 14
5 8H-Imidazo[4,5-E]-2,1,3-benzothi... 190 C8H6N4S 129485-68-3 10

Abundance Scan 857 (12.082 min): BF085385.D (-855) (-) m/z 189.10 100.00%
149
5000
11.80 12.00 12.20 12.40
95 1 m/z 190.10 98.54%
o 39 51 63 75 113 132 150 202 222 243
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190
11.80 12.00 12.20 12.40
5000 m/z 192.10 46.26%
94
2730 51 63 81 | 110127 137150163 178 |
miz-> 20 40 eb 80 100 120 140 1éo 180 200 220 240 SESPR L LK D MRS
Abundance 11,80 12,00 12.20 12.40
39 190 m/z 191.10 39.27%
51 . o1
5000 65 115 133 161
103
147 4 11.80 12.00 12.20 12.40
o SNBSS R LTAONEE MR 171 O N MU | m/z 187.10 22.12%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48981: 1,4-Naphthalenedione, 2,5-dihydroxy-
190
5000 121 11.80 12.00 12.20 12.40
105
134 162
5H N \6\9 ‘\ il ‘\ ‘\ |
8270-BF030316. 6Mon8wla|10<141209 36 2% 2006 200 250 240

POST-EX-17-20160309
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82

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085385.D

Acq On : 11 Mar 2016 21:27

Operator : UM/SJ

Sample : H1758-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 13 5,16[1",2"]:8,13[1"",2""]-D... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.26 2.28 ng 111224 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
15,16[1",27]:8,13[1"",2""]-Dibenz... 408 C32H24 005672-97-9 87
2 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 81
3 2-Phenylnaphthalene 204 C16H12 035465-71-5 76
4 Benzene, 1,1"-(1-buten-3-yne-1,4... 204 C16H12 013141-45-2 64
5 9,10-Bis(bromomethyl)anthracene 362 C16H12Br2 034373-96-1 58
Abundance Scan 873 (12.265 min): BF085385.D (-871) (-) m/z 204.10 100.00%
204
5000
12.00 12.20 12.40 12.60
m/z 202.10 37.74Y%
o s1 76 126 165 ,225 302 ‘ 0
miz--> 50 100 150 200 250 300 350 400
Abundance #158148: 5,16[1',2']:8,13[1”62"]—Dibenzenodibenzo[a,g]cy...
204
12.00 12.20 12.40 12.60
5000 m/z 203.10 28.48%
39 63 101156 15176 M 313 408
m/z--> 50 100 150 200 250 300 350 400 WSS WS AP
Abundance 12.00 12.20 12.40 12.60
204 m/z 205.10 15.44%
5000
5 76 101 152 176 12.00 12.20 12.40 12.60
A A T N — m/z 101.00 9.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58952: 2-Phenylnaphthalene
204
5000 12.00 12.20 12.40 12.60
101
28 51 76 | 126150 176
IR A N N e e
7@-BF0303160M Mdpo Man504 (0©¢38:228 2(0D6 350 400

POST-EX-17-20160309
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085385.D

Acq On : 11 Mar 2016 21:27

Operator : UM/SJ

Sample : H1758-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Title

C:\DATABASE\NISTO2.L
LSCINT.P

TIC Library
TIC Integration Parameters:

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 14 unknownl2.55 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.55 2.29 ng 111761 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2-dihydro-4-phenyl- 206 C16H14 007469-40-1 30
2 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 30
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 25
4 Dodecane, l-i1odo- 296 C12H251 004292-19-7 25
5 Tridecane, l-iodo- 310 C13H271 035599-77-0 25

Abundance Scan 898 (12.551 min): BF085385.D (-896) (-) m/z 57.10 100.00%
57
5000
4 L L B B L B
12.20 12.40 12.60 12.80
‘ m/z 71.10 69.67%
O bl
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #60376: Naphthalene, 1,2-dihydro-4-phenyl-
206
91 e
12.20 12.40 12.60 12.80
5000 128 m/z 43.10 66 .50%
51
7 165 189
0‘
mz-> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 N
Abundance 12.20 12.40 12.60 12.80
206 m/z 206.10 56.15%
5000
189
101
76 165 12.20 12.40 12.60 12.80
o 2r 51 123139 m/z 85.10 51.50%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45560: Dodecane, 2-methyl-
43
n i B o o o ST
5000 12.20 12.40 12.60 12.80
2 99 141
o2 Ll s | 189
..”w.”w..w”.w””,””“.”“.”“”.“”q.”w”.w””,””“.”“”
mE-BFO0303126 . KO Meon 8Mant0 120 O4:-188 12 2006 240 260 280 300

POST-EX-17-20160309
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82

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085385.D

Acq On : 11 Mar 2016 21:27

Operator : UM/SJ

Sample : H1758-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Title

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 15 Pyrene, 1-methyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
13.13 2.61 ng 151634 Chrysene-di12 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 91
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 72
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 62

Abundance Scan 949 (13.134 min): BF085385.D (-946) (-) m/z 216.10 100.00%
216
5000
- 189 12.80 13.00 13.20 13.40
5! 0
) . 95111 13, 163 . 289 56 m/z 215.10 97 .44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #67023: Pyrene, 1-methyl-
216
12.80 13.00 13.20 13.40
5000 m/z 213.10 28.91%
95 189
ol14 30 63 11 134 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 e 4 L UVRIVL
Abundance 12.80 13.00 13.20 13.40
216 m/z 217.10 17.17%
5000
R A RERREEEEEEEEE
107 63 189 12.80 13.00 13.20 13.40
ol 39 63 8l 139 1 m/z 71.10 16.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #67036: Fluoranthene, 2-methyl-
216
5000 12.80 13.00 13.20 13.40
108
o 47 63 81 139 163 189
M2-BFO030R168QM6M@Eq Ma k20 HoA8q BW-2B0 22046 260 280 300 320

POST-EX-17-20160309
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82

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085385.D

Acq On : 11 Mar 2016 21:27

Operator : UM/SJ

Sample : H1758-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Title

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 16 11H-Benzo[a]fluorene Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
13.31 2.29 ng 132801 Chrysene-di12 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyrene, l-methyl- 216 C17H12 002381-21-7 87
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 76
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 76
4 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 72
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 62

Abundance Scan 964 (13.305 min): BF085385.D (-960) (-) m/z 216.10 100.00%
216
5000
57 13.00 13.20 13.40 13.60
0
. 85 10815746163 189 240 261  30p 324 m/z 215,10 89.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #67023: Pyrene, 1-methyl-
216
13.00 13.20 13.40 13.60
5000 m/z 57.10 25.11%
95 189
ol14 39 63 1134 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 e —
Abundance 13.00 13.20 13.40 13.60
216 m/z 213.10 21.21%
5000
18 13.00 13.20 13.40 13.60
189 00 25,20 23.40 1.
ol 43 63 8l 163 m/z 71.10 18.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #67036: Fluoranthene, 2-methyl-
216
5000 13.00 13.20 13.40 13.60
108
o 47 63 81 139 163 89
M2-BFO030R16Q M6M@a e 1201140 A8 BB 280 2Z0(2KE 260 280 300 320
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085385.D

Acq On : 11 Mar 2016 21:27

Operator : UM/SJ

Sample : H1758-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Title :

C:\DATABASE\NISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 17 11H-Benzo[a]fluoren-11-one Concentration Rank 13

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

13.74 2.76 ng 160440 Chrysene-d12 14.11

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 89
2 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 83
3 Pyrene, 3-dimethyl- 230 C18H14 064401-21-4 43
4 2-Chloro-9-xanthenone 230 C13H7CIl02 013210-15-6 43
5 1-Pyrene-carboxaldehyde 230 C17H100 003029-19-4 38

Abundance Scan 1002 (13.739 min): BF085385.D (-1000) (-) m/z 230.10 100.00%
230
5000 57
85 200 13.40 13.60 13.80 14.00
101 m/z 57.10 42 .24%
oL LA, 127 150 174 261 285303 326
e b et e e el e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #76451: 11H-Benzo[a]fluoren-11-one
230
13.40 13.60 13.80 14.00
5000 m/z 71.10 26.43%
101 200
50 75 2o 150 174
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 A s SN,
Abundance 13.40 13.60 13.80 14.00
230 m/z 200.10 24 _74%
5000 202
101 13.40 13.60 13.80 14.00
74
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #76483: Pyrene, 1,3-dimethyl-
230
5000 13.40 13.60 13.80 14.00

101 202

41 57 73 150 174

0
82@-BF03034® .60 MONLOMaro 140 169 1882®122234%260 280 300 320

POST-EX-17-20160309
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF031116\

Data File : BF085385.D

Acq On : 11 Mar 2016 21:27

Operator : UM/SJ

ﬁ?ggle i H1758-03 POST-EX-17-20160309
ALS Vial : 13 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 18 Dibenzo[c,h][2,6]naphthyridine Concentration Rank 7

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

13.95 5.11 ng 296921 Chrysene-di12 14.11

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 64

2 Dibenzo[c,h][2,6]naphthyridine 230 C16H10N2 000218-30-4 59

3 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 45

4 Bacteriochlorophyll-c-stearyl 841 C52H72MgN404 1000164-49-7 27

5 p-Terphenyl 230 C18H14 000092-94-4 25
Abundance Scan 1020 (13.945 min): BF085385.D (-1018) (-) m/z 230.10 100.00%

83

5000{ 43

3

13.60 13.80 14.00 14.20
m/z 83.10 53.60%

150 174 48265 287 318

0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #76451: 11H-Benzo[a]fluoren-11-one
230
13.60 13.80 14.00 14.20
5000 m/z 43.10 47 .30%
101 200 JWAJV\\/kJVL/\Lj“wvxwﬂ\j\P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085385.D

Acq On : 11 Mar 2016 21:27

Operator : UM/SJ

Sample : H1758-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Title :

C:\DATABASE\NISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

B R R o ok R o R R S R AR AR R AR R ek o R AR R R R AR AR R R e e R R e R AR R R S e o e e R S e R R R e SR R R R AR

Peak Number 19 Heptadecane Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
14 .37 2.36 ng 136965 Chrysene-di12 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Eicosane 282 C20H42 000112-95-8 76
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 76
4 Tetradecane 198 C14H30 000629-59-4 64
5 Heneicosane 296 C21H44 000629-94-7 64
Abundance Scan 1057 (14.368 min): BF085385.D (-1055) (-) m/z 57.10 100.00%
g7
5000
4 14.00 14.20 14.40 14.60
0
. .‘. I 127,145 160 193 215 2% 555 282 313 m/z 71.10  76.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #82607: Heptadecane
57
14.00 14.20 14.40 14.60
5000 m/z 43.10 60.20%
85
29
0 1‘ ‘ ulll “ ‘ 11-3 1 141 169 196 240
m/z--> ib&%@mmmmmmmm@mﬁ .
Abundance 14.00 14.20 14.40 14.60
57 m/z 85.10 58.36%
5000
85
it 14100 14120 1440 1480 "
113 - : - :
ol Wl L0 197 225 253 262 m/z 55.10 37.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #45563: Dodecane, 2-methyl-
57
85 e
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POST-EX-17-20160309

Page: 22



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF031116\
Data File : BF085385.D
Acq On : 11 Mar 2016 21:27 Instrument :
Operator : UM/SJ gﬁA{s el

- _ lentosampleld :
3?2?6 - 175803 POST-EX-17-20160309
ALS Vial : 13 Sample Multiplier: 1

Quant Title :

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... 5.12 10.7 ng 453853 1 6.94 851852 20.0
unknown6.70 6.70 66.3 ng 2822810 1 6.94 851852 20.0
Tetradecane 9.91 2.4 ng 133894 3 9.98 1132780 20.0
Dodecane, 1-iodo- 10.41 3.2 ng 181816 3 9.98 1132780 20.0
Pentadecane, 2,6,... 10.63 3.2 ng 182316 3 9.98 1132780 20.0
Tridecane 10.88 7.2 ng 352722 4 11.46 974731 20.0
Eicosane 11.33 2.3 ng 111328 4 11.46 974731 20.0
Dibenzothiophene 11.36 3.2 ng 157988 4 11.46 974731 20.0
Phenanthrene, 2-m... 11.97 2.9 ng 140653 4 11.46 974731 20.0
Anthracene, 2-met... 11.99 3.3 ng 162615 4 11.46 974731 20.0
4H-Cyclopenta[def... 12.08 5.7 ng 275635 4 11.46 974731 20.0
5,16[1",2"]:8,13[-.. 12.26 2.3 ng 111224 4 11.46 974731 20.0
unknownl12 .55 12.55 2.3 ng 111761 4 11.46 974731 20.0
Pyrene, l-methyl- 13.13 2.6 ng 151634 5 14.11 1162020 20.0
11H-Benzo[a]fluorene 13.31 2.3 ng 132801 5 14.11 1162020 20.0
11H-Benzo[a]fluor... 13.74 2.8 ng 160440 5 14.11 1162020 20.0
Dibenzo[c,h][2,6]--. 13.95 5.1 ng 296921 5 14.11 1162020 20.0
Heptadecane 14.37 2.4 ng 136965 5 14.11 1162020 20.0
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