LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084683.D

Aca On : 30 Jan 2016 13:54

Operator =: SJ/1Z

Sample : H1273-05

Misc :

ALS Vial : 44 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-BF012916.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 4.179 181 183 188 rBvV 176632 267983 5.89% 0.555%
2 4.887 241 245 254 rVB 2500519 3507502 77 .04% 7.265%
3 5.322 281 283 286 rBY 3556321 3935022 86.43% 8.150%
4 5.722 316 318 321 rBV 206163 202469 4 _.45% 0.419%
5 6.373 372 375 378 rBV 3544747 3882627 85.28% 8.042%
6 6.499 383 386 388 rVV 4376660 4552812 100.00% 9.430%
7 6.567 388 392 397 rVB3 39148 74104 1.63% 0.153%
8 6.727 404 406 408 rBV 1053012 1129025 24.80% 2.338%
9 6.876 417 419 422 rBV 2732756 2987200 65.61% 6.187%
10 7.105 436 439 441 rBV 42974 61468 1.35% 0.127%
11 7.287 453 455 458 rBY 2083798 2662370 58.48% 5.514%
12 7.379 461 463 464 rBV 53323 49349 1.08% 0.102%
13 7.413 464 466 472 rVB 95108 125414 2.75% 0.260%
14 7.756 494 496 500 rBvV2 50561 64410 1.41% 0.133%

15 8.008 516 518 522 rVB 1618852 1460312 32.07% 3.025%

16 9.093 610 613 615 rBV 4316100 4281823 94.05% 8.868%
17 9.173 618 620 623 rBv2 57919 75767 1.66% 0.157%
18 9.425 639 642 645 rBvV3 27317 50253 1.10% 0.104%
19 9.482 645 647 649 rBvV 650108 892543 19.60% 1.849%
20 9.699 665 666 669 rBvV 92427 131184 2.88% 0.272%

21 9.756 669 671 673 rvvV 1186172 1405598 30.87% 2.911%

22 9.791 673 674 677 rVB 57723 51260 1.13% 0.106%
23 9.939 683 687 688 rBv2 27612 53207 1.17% 0.110%
24 9.962 688 689 691 rvv 57646 62203 1.37% 0.129%
25 10.031 691 695 696 rvB2 33993 60474 1.33% 0.125%
26 10.179 703 708 709 rBvV2 41434 75687 1.66% 0.157%
27 10.202 709 710 712 rVB 219421 167785 3.69% 0.348%
28 10.305 718 719 722 rVB 55788 54353 1.19% 0.113%

29 10.419 726 729 732 rVV 62402 103701 2.28% 0.215%
30 10.545 738 740 742 rBV 2319901 2255871 49.55% 4.672%

31 10.671 750 751 756 rBV 175043 252787 5.55% 0.524%
32 10.876 764 769 770 rBV3 36119 76846 1.69% 0.159%
33 11.116 789 790 796 rVB 100545 209547 4.60% 0.434%
34 11.242 799 801 802 rBV 1267389 1250153 27.46% 2.589%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084683.D

Aca On : 30 Jan 2016 13:54

Operator =: SJ/1Z

Sample : H1273-05

Misc :

ALS Vial : 44 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-BF012916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.311 804 807 809 rvB 100757 111248 2.44% 0.230%

36 11.471 819 821 825 rBV3 28207 73011 1.60% 0.151%
37 11.551 825 828 829 rBvV2 98164 118081 2.59% 0.245%
38 11.574 829 830 834 rVvB 479744 464506 10.20% 0.962%
39 11.745 843 845 846 rBV 59431 86485 1.90% 0.179%
40 11.768 846 847 850 rvv 110037 119557 2.63% 0.248%

41 11.848 852 854 859 rvB 130941 208195 4._.57% 0.431%
42 11.951 859 863 866 rBvV3 85996 158010 3.47% 0.327%
43 12.031 868 870 871 rBv2 35902 51470 1.13% 0.107%
44 12.294 891 893 896 rBvV 189896 280461 6.16% 0.581%
45 12.374 898 900 902 rVvV 1221653 1091842 23.98% 2.261%

46 12.442 904 906 908 rVvB 337713 369543 8.12% 0.765%
47 12.511 908 912 913 rBV3 27746 71087 1.56% 0.147%
48 12.671 923 926 928 rBV 408039 548284 12.04% 1.136%
49 12.717 928 930 933 rvB2 73320 118038 2.59% 0.244%
50 12.831 937 940 942 rVB 1969449 2435722 53.50% 5.045%

51 13.002 954 955 957 rVB 73320 59120 1.30% 0.122%
52 13.071 959 961 962 rvv2 107365 102925 2.26% 0.213%
53 13.105 962 964 967 rBvV2 81812 109930 2.41% 0.228%
54 13.197 970 972 973 rBV 79793 81153 1.78% 0.168%
55 13.368 985 987 988 rBV 81294 91570 2.01% 0.190%

56 13.414 989 991 996 rvVB2 83055 138137 3.03% 0.286%
57 13.734 1017 1019 1022 rVB2 200774 283907 6.24% 0.588%
58 13.871 1028 1031 1036 rVB2 1273823 1545369 33.94% 3.201%
59 14.157 1054 1056 1059 rBV 122938 188326 4.14% 0.390%
60 14.317 1068 1070 1072 rBV 236025 251139 5.52% 0.520%

61 14.534 1087 1089 1090 rVB 128060 151503 3.33% 0.314%
62 14.717 1103 1105 1107 rVB 96199 102509 2.25% 0.212%
63 14.877 1117 1119 1122 rVB 146289 285486 6.27% 0.591%
64 15.140 1140 1142 1145 rVB 90738 128366 2.82% 0.266%
65 15.197 1145 1147 1150 rVB 137359 189358 4.16% 0.392%

66 15.254 1150 1152 1154 rBV 697096 947894 20.82% 1.963%
67 16.488 1257 1260 1264 rBV 189041 359605 7.90% 0.745%
68 18.911 1468 1472 1484 rVB6 128713 486600 10.69% 1.008%

Sum of corrected areas: 48281546
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LSC Report - Inte

grated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084683.D

Aca On : 30 Jan 2016 13:54

Operator : SJ/1Z

Sample : H1273-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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: BF084683.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084683.D

Aca On : 30 Jan 2016 13:54

Operator : SJ/1Z

Sample : H1273-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3-Penten-2-one, 4-methyl- Concentration Rank 8

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

4.18 4.75 ng 267983 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 2-Pentene. 4.4-dimethvl-. (E)- 98 C7H14 000690-08-4 86
3 3-Hexen-2-one 98 C6H100 000763-93-9 86
4 3.4-Dimethvl-2-pentene(c.t) 98 C7H14 1000118-16-5 78
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 78

Abundance Scan 183 (4.179 min): BF084683.D (-181) (-) m/z 55.10 100.00%
55
5000 43
98
B S
34, 50 3.80 4.00 4.20 4.40 4.60
N #FE P14  FENL-C AN/ U PRSI m/z 83.10  96.09%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3179: 3-Penten-2-one, 4-methyl-
55 83
43
5000 29 %8 380 4.00 420 4.40 4.60
m/z 43.10 39.38%
0 24“\ 3? \‘\ 49M ‘ | 62 67 77 | 92 L
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance
55 83
380 4.00 420 4.40 4.60
5000 41 m/z 39.10 30.27%
98
15 2t 67
77
S I S SR SIS SIS U UL I W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3097: 3-Hexen-2-one e mam s )
83 3.80 4.00 4.20 4.40 4.60
4 55 m/z 98.10 29.69%
5000
29
98
0 \‘ 37“‘\ 49\ ‘ | 62 69 |
mz-> 10 20 30 40 50 60 70 80 90 100 380 4.00 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084683.D

Aca On : 30 Jan 2016 13:54

Operator : SJ/1Z

Sample : H1273-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

4.89 62.13 ng 3507500 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 245 (4.887 min): BF084683.D (-241) (-) m/z 43.10 100.00%
43
59
5000
1 460 4.80 500 520
o...,....,....,..??','::..,??.'.,...‘.3?..?7.,5.‘3..,....~,|....,. m/z 59.10 59.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 4.80 500 520
m/z 101.10 18.69%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 4.80 500 520
5000 m/z 58.10 14 .99%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- ...,....,....,....,..f.\.
59 4.60 4.80 5.00 5.20
m/z 41.05 9.23%
5000 41
31
| © g
0 "'I'}é'l""l" 'Jiﬁ"'l??uki"' 'i""l""l"'gﬁ""l " IR AR RS LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084683.D

Aca On : 30 Jan 2016 13:54

Operator : SJ/1Z

Sample : H1273-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 2-Pentanone, 4-methoxy-4-me... Concentration Rank 12

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

5.72 3.59 ng 202469 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 90
2 N-.alpha.-Acetvlalvcinamide 116 C4H8N202 002620-63-5 43
3 1-Methoxvethanimine. N-acetvl- 115 C5H9NO2 099028-43-0 25
4 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 12
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 12

Abundance Scan 318 (5.722 min): BF084683.D (-316) (-) m/z 43.10 100.00%
43 73
5000
36 55 83 100 115 540 5.60 5.80 6.00
o TV L.+ S m/z 73.10 86.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13055: 2-Pentanone, 4-methoxy-4-methyl-
43
73
5000 IR SRR R LS R
540 5.60 5.80 6.00
m/z 41.10 10.07%
. 2 a7 | 8 gp 100405115
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30 73
43 540 560 580 6.00
5000 m/z 115.10 8.19%
o P 51 58 83 100 117
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7558: 1-Methoxyethanimine, N-acetyl- e R
43 540 5.60 5.80 6.00
100 m/z 39.10 6.78%
5000
115
0 29 37 || 5158 67 27985 94 | 107 ]
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084683.D

Aca On : 30 Jan 2016 13:54

Operator : SJ/1Z

Sample : H1273-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 unknown6.50 Concentration Rank 1

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

6.50 80.65 ng 4552810 1,4-Dichlorobenzene-d4 6.73
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 386 (6.499 min): BF084683.D (-383) (-) m/z 132.00 100.00%
5000 68
40 % 620 6.40 6.60 6.80
54 : : : :
o [ L Weus N+ m/z 68.10 36.99%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 DR LR S LR
6.20 6.40 6.60 6.80
2 51 78 m/z 134.00 35.04%
0 ‘ b1 H Moy . !
L S L I UL SR UL UURLL L UL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80
5000 67 m/z 66.10 24.02%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e R
57 132 6.20 6.40 6.60 6.80
24 m/z 69.05 15.54%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S 1 | I
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084683.D

Aca On : 30 Jan 2016 13:54

Operator : SJ/1Z

Sample : H1273-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.20 2.39 ng 167785 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Hexadecane 226 C16H34 000544-76-3 86
3 Pentadecane 212 C15H32 000629-62-9 83
4 Tetradecane 198 C14H30 000629-59-4 80
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 72
Abundance Scan 710 (10.202 min): BF084683.D (-709) (-) m/z 57.10 100.00%
57
43
5000 n
85

99 113127141 9.80 10.00 10.20 10.40 10.60
.,....-,':..|,.."..,-:~...',....,....,.... N m/z 43.10 71.59%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 LA L I L L B L L L BB
85 9. 80 10. OO 10 20 10 40 10. 60
29 m/z 71.10 49 .43%
0 L4 %91}3127141155169 282
T e T [ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
R ERENEERRSEEES
9.80 10.00 10.20 10.40 10.60
5000 4! m/z 85.10 34.08%
85
29

99113127141155169183197 226

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

Abundance #64575: Pentadecane A REaa L L
57 9.80 10.00 10.20 10.40 10.60

43 m/z 41.10 28.95%
71
5000 85
% 13
0 H 1 127141155169183 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9. 80 10. OO 10 20 10 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084683.D

Aca On : 30 Jan 2016 13:54

Operator : SJ/1Z

Sample : H1273-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tridecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.67 4.04 ng 252787 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 81
2 Undecane. 2-methvl- 170 C12H26 007045-71-8 80
3 Hexadecane 226 C16H34 000544-76-3 80
4 Dodecane 170 C12H26 000112-40-3 72
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 72

Abundance Scan 751 (10.671 min): BF084683.D (-750) (-) m/z 57.10 100.00%

g7

43
. va‘//\\JMA/\A

10 40 10 60 10. 80 11. OO

99 113 127140 153 169 184

(o} /z 43.10 72.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45541: Tridecane
43 57
71
5000 LA L L L L LN
29 85 10 40 10 60 10. 80 11. OO
m/z 71.05 49 .68%
99
ohts L L L | Pewriags s
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43
57 IIIIIIIIIIIIIIIIIIIIIII
10.40 10.60 10.80 11.00
5000 - m/z 85.10 33.63%
29
85
o 99 113 127 141 155 170
R e s T A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane B e
43 57 10.40 10.60 10.80 11.00
m/z 41.10 31.43%
5000 n
85
29
o ‘ L L w 99 113 127 141 155 169 183 197 226
R e o e L Rl A s e e e e A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10 40 10 60 10. 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084683.D

Aca On : 30 Jan 2016 13:54

Operator : SJ/1Z

Sample : H1273-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.12 3.35 ng 209547 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 58
2 Eicosane 282 C20H42 000112-95-8 58
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 58
4 Pentadecane 212 C15H32 000629-62-9 58
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 53
Abundance Scan 790 (11.116 min): BF084683.D (-789) (-) m/z 57.10 100.00%
57
43
5000
99 T T T T
125139 157 10.80 11.00 11.20 11.40
o} m/z 43.10 75.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
57
43
5000 [ U UL UL SRR B

8 10. 80 11. 00 11. 20 11.40
> m/z 71.10 51.97%

29
0 N w 99 113127141155169183197 226
e e R T R o T e e
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
RAsRARaA i St
- 10.80 11.00 11.20 11.40
5000 m/z 41.10 35.15%
85
29 "
0 113127141155169 282
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73991: Dodecane, 2-methyl-6-propyl- B AREmmEEE R
43 57 10.80 11.00 11.20 11.40
m/z 85.10 32.59%
71
5000 85
99
ook b 2 it oo g e o)
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10,80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084683.D

Aca On : 30 Jan 2016 13:54

Operator : SJ/1Z

Sample : H1273-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Pentadecanamine, N,N-dime... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.57 7.43 ng 464506 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecanamine. N.N-dimethvl- 255 C17H37N 017678-60-3 72
2 Dodecvltrimethvlammonium bromide 307 C15H34BrN 001119-94-4 72
3 1-Undecanamine. N.N-dimethvl- 199 C13H29N 017373-28-3 72
4 1-Hexadecanamine. N.N-dimethvl- 269 C18H39N 000112-69-6 72
5 1-Tridecanamine, N,N-dimethyl- 227 C15H33N 017373-29-4 64
Abundance Scan 830 (11.574 min): BF084683.D (-829) (-) m/z 58.10 100.00%
58
5000
43 1120 1140 11.60 11.80
Obrrr ety o 98, 114126 147 165 184198 289 | "m/z 43.10  4.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #91558: 1-Pentadecanamine, N,N-dimethyl-
58
5000 L SR B B B B

11.20 11,40 11.60 11.80
m/z 41.10 4.04%

29 43 | 84 98 114128142156170184198212226240255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
58
B R e R N
11.20 11.40 11.60 11.80
5000 m/z 59.10 3.95%

15 41 72 9 114 135149 170184198213

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #55598: 1-Undecanamine, N,N-dimethyl- AR B
58 11.20 11.40 11.60 11.80
m/z 55.10 2.90%
5000
27 41 | 84 100114128142156170184 199
A e e E R A aaa e R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084683.D

Aca On : 30 Jan 2016 13:54

Operator : SJ/1Z

Sample : H1273-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4H-Cyclopenta[def]phenanthrene Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.85 3.33 ng 208195 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 60
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 53
3 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 46
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 42
5 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 41

Abundance Scan 854 (11.848 min): BF084683.D (-852) (-) m/z 192.10 100.00%
2
5000
11 11.60 11.80 12.00 12.20
o 123 139 152 208 224 77 189.10 99 49%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190
5000
o4 11.60 11.80 12.00 12.20
m/z 190.10 91.78%
oL 273050 63 81 | 110122 137150163 178 |
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
189
1160 11.80 12.00 12.20
5000 m/z 191.10 72.11%
94
8l 163
S A R U R S R B AR SARES SRR RERRS
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50629: Phenanthrene, 1-methyl-
192 11.60 11.80 12.00 12.20
m/z 94.50 30.82%
5000
95 165
28 39 51 63 ?f‘ | 115126139152 | 176 \\
mz-> 20 40 60 80 100 120 14'10 1('30 180 200 220 11,60 11.80 12.00 12.20

8270-BF012916.M Mon Feb 01 18:19:10 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084683.D

Aca On : 30 Jan 2016 13:54

Operator : SJ/1Z

Sample : H1273-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 unknownl2.29 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.29 4.49 ng 280461 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-11-Pentadecenal 224 C15H280 1000130-84-6 48
2 Phenanthrene. 3.6-dimethvl- 206 Cl16H14 001576-67-6 47
3 Phenanthrene. 1.7-dimethvl- 206 Cl16H14 000483-87-4 47
4 Phenanthrene. 2.5-dimethyl- 206 C16H14 003674-66-6 38
5 Phenanthrene, 2,7-dimethyl- 206 Cl6H14 001576-69-8 38
Abundance Scan 893 (12.294 min): BF084683.D (-891) (-) m/z 98.05 100.00%

5000

:

12.00 12.20 12.40 12.60
m/z 206.10 61.77%

123

137,54 166

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72430: Z-11-Pentadecenal
41 55

P

12:00 12.20 12.40 12.60
m/z 55.10 60.65%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
206
R R e
12.00 12.20 12.40 12.60
5000 191 m/z 41.10 53.24%
76 102
0 27 51 126 150165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60356: Phenanthrene, 1,7-dimethyl- R B L B
206 12.00 12.20 12.40 12.60
m/z 54.05 42 .77%
5000
191
102
0 27 51 \6 Lol 126 151165 “ “ VAN
R A R e e A RARAR Rasas Esa ST e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 00 12 20 12. 40 12. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084683.D

Aca On : 30 Jan 2016 13:54

Operator : SJ/1Z

Sample : H1273-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 1-Hexadecanamine, N,N-dimet... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.37 17.47 ng 1091840 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanamine. N.N-dimethvl- 269 C18H39N 000112-69-6 72
2 1-Decanamine. N.N-dimethvl- 185 C12H27N 001120-24-7 72
3 Dodecvltrimethvlammonium bromide 307 C15H34BrN 001119-94-4 72
4 3(N.N-DimethvImvristylammonio)pr... 363 C19H41NO3S 014933-09-6 72
5 1-Pentadecanamine, N,N-dimethyl- 255 C17H37N 017678-60-3 72
Abundance Scan 900 (12.374 min): BF084683.D (-898) (-) m/z 58.05 100.00%
58
5000
43 12.00 12.20 12.40 12,60
Obrrrprrrephrrbrerr o ik 242157 176 204 226241 268 296 | m/z 43.10  4.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #100013: 1-Hexadecanamine, N,N-dimethyl-
58
5000 AU ARER

12. OO 12 20 12. 40 12.60

m/z 59.10 4_.01%

43 84 254269
Ol P e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
58
R
12.00 12.20 12.40 12.60
5000 m/z 41.10 3.53%
ol 15 43 84 99114 156 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121139: Dodecyltrimethylammonium bromide R e
58 12.00 12.20 12.40 12.60
m/z 55.10 3.09%
5000
AR 41 | 79 94 114 135151 170 198213
L R S A B e e e e o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 00 12 20 12. 40 12.60

8270-BF012916.M Mon Feb 01 18:19:12 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084683.D

Aca On : 30 Jan 2016 13:54

Operator : SJ/1Z

Sample : H1273-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Octadecene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.73 3.67 ng 283907 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 93
2 1-Tricosene 322 C23H46 018835-32-0 90
3 17-Pentatriacontene 491 C35H70 006971-40-0 90
4 1-Heptadecene 238 C17H34 006765-39-5 87
5 1,2-0Octadecanediol 286 C18H3802 020294-76-2 83
Abundance Scan 1019 (13.734 min): BF084683.D (-1017) (-) m/z 57.10 100.00%
57
i iy
5000
T 0 1260 1380 %0
139 207 : : : :
i .-.].',..1..,..1?2.,...2.4,8..2.8?,3.1?..,....,....,...., m/z 43.10 91.59%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #89783: 1-Octadecene
57
5000 U SRR SR U

m/z 55.10 71.09%

29 111 13.40 13.60 13.80 14.00

i HWmmmm
T : L N
m/z--> 50 O 250 300 350 400 450
Abundance
57 83
AR
13.40 13.60 13.80 14.00
5000 m/z 83.10 64 .61%
111
29
o 139 169 196 224 252 204322
e LA o e R e B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene AN B B
43 13.40 13.60 13.80 14.00
m/z 97.10 60.07%
- 1 /ijvaqfuJypfAkaLJL\JML/L\
111
o | 139167 196224 267292 321 462 490
e e e e B e I
m/z--> 50 100 150 200 250 300 350 400 450 13. 40 13 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084683.D

Aca On : 30 Jan 2016 13:54

Operator : SJ/1Z

Sample : H1273-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Bicyclo[5-3.1]jundecan-11-one Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.16 2.44 ng 188326 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol5.3.17undecan-11-one 166 C11H180 013348-11-3 60
2 13-Octadecenal. (2)- 266 C18H340 058594-45-9 51
3 Cvclohexane. 1-(1.5-dimethvlhexyv... 280 C20H40 056009-20-2 35
4 _beta.-Piperidinopropiophenone 217 C14H19NO 000073-63-2 30
5 2-Dodecylcyclohexanone 266 C18H340 015674-95-0 27

Abundance Scan 1056 (14.157 min): BF084683.D (-1054) (-) m/z 55.10 100.00%

98

5000

13.80 14.00 14.20 14.40

12229 258 281298 318 343

0 m/z 57.10 94 .86%
m/z--> 50 100 150 200 250 300
Abundance #33172: Bicyclo[5.3.1Jundecan-11-one
98
5000 41 LA L L L L L L L L
67 13.80 14.00 14.20 14.40
166 m/z 98.10 88.30%
‘ 123
I [ T
m/z--> 50 100 150 200 250 300
Abundance
55
L
13.80 14.00 14.20 14.40
5000 m/z 43.10 66.90%
81
98
29 21
0 138 166 195 223 248266
e e B A
m/z--> 50 100 150 200 250 300
Abundance #106410: Cyclohexane, 1-(1,5-dimethylhexyl)-4-(4-methylpen... AR B S
43 | 69 97 13.80 14.00 14.20 14.40
m/z 85.10 50.18%
5000
123
0 I 0| 1o 2 280
T ] e EAmmm e
m/z--> 50 100 150 200 250 300 13. 80 14. 00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084683.D

Aca On : 30 Jan 2016 13:54

Operator : SJ/1Z

Sample : H1273-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl14.32 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

14 .32 3.25 ng 251139 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Hexvloxacvclotridec-10-en-2-one 280 C18H3202 127062-51-5 43
2 10-Undecenovl chloride 202 C11H19ClIo 038460-95-6 35
3 Bicvclol5.3.11Tundecan-11-one 166 C11H180 013348-11-3 35
4 Bicvclol8.2.01dodecan-11-one. 12... 248 C12H18CI20 110079-11-3 35
5 2-Methyl-Z,Z-3,13-octadecadienol 280 C19H360 1000130-90-5 25
Abundance Scan 1070 (14.317 min): BF084683.D (-1068) (-) m/z 55.10 100.00%

5000
LRI NI U B

16618 14.00 14.20 14.40 14.60

ol -.h-,- ” ﬂ—-ul,‘w Lol T (214235 202280 305325 350 m/z 129.10 58.46%

m/z--> 50 100 150 200 250 300 350
Abundance #106296: 13-Hexyloxacyclotridec-10-en-2-one
9

5000 55 L L e

280 14. 00 14. 20 14. 40 14 60
29 166 m/z 98.10 51.23%

7 123
0 h‘”w ‘\“14\.\8 I 196 220237 262 ‘
- T T T I T T I T T T T I T T T T I T T T T I T
m/z--> 50 100 150 200 250 300 350
Abundance
55

14. 00 14. 20 14. 40 14.60

5000 98 m/z 41.10 29.35%
29
79 123
o 149167 202
e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #33172: Bicyclo[5.3.1]undecan-11-one B BEmma B B
98 14.00 14.20 14.40 14.60

m/z 69.10 28 .44%

50000 41
67
166
‘ 123

L

o— 4t e i S

T
m/z--> 50 100 150 200 250 300 350 14. 00 14. 20 14. 40 14 60

8270-BF012916.M Mon Feb 01 18:19:15 2016

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084683.D

Aca On : 30 Jan 2016 13:54

Operator : SJ/1Z

Sample : H1273-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 7,11-Dimethyldodeca-2,6,10-... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.72 2.16 ng 102509 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
2 Saualene 410 C30H50 007683-64-9 64
3 Trideca-1.3.7.11-tetraene-1.1-di... 268 C18H24N2 1000159-88-9 59
4 1.5.9-Decatriene. 2.3.5.8-tetram... 192 C14H24 230646-72-7 59
5 1,5-Heptadiene, 3,4-dimethyl- 124 C9H16 1000061-77-9 50
Abundance Scan 1105 (14.717 min): BF084683.D (-1103) (-) m/z 69.10 100.00%
69
5000
41 e
5
137 254 14.40 14.60 14.80 15.00
) S S .-J,’r.l?.“. 164 200221 | 279 31934036t | n/z 81.10  46.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #61615: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69
5000 S A R UL SR
M 14.40 14.60 14.80 15.00
‘ m/z 41.10 25.07%
137
oLl L] J lus o tSes
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
1440 1460 14.:80 15.00
5000 m/z 95.10 14 _.40%
41
95 137
0 117 | 163 191 217 245 273 299 341 367 410
R R N A P e
m/z--> 50 100 150 200 250 300 350 400
Abundance #99443: Trideca-1,3,7,11-tetraene-1,1-dicarbonitrile, 4,8,... R R R R REEEsmEEey
69 14.40 14.60 14.80 15.00
m/z 68.10 11.82%
5000
41
o | 951167157 183 225 268
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084683.D

Aca On : 30 Jan 2016 13:54

Operator : SJ/1Z

Sample : H1273-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 19 unknownl16.49 Concentration Rank 6

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

16.49 7.59 ng 359605 Perylene-di12 15.25

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.7-Trimethvlthiazolol2.3-flpu... 250 C10H10N402S 039253-22-0 43
2 4.4"-Thiodibenzenethiol 250 C12H10S3 019362-77-7 40
3 Anhvdro-2-n-butvIl-3-phenvl-5-mer... 250 C12H14N2S2 1000254-97-9 38
4 5-Dimethvlaminonaphthalene-1-sul... 250 C12H14N202S 001431-39-6 38
5 7,8-Dimethoxy-1,2,3,4,4a,9b-hexa... 250 C14H1804 1000192-71-0 37

Abundance Scan 1260 (16.488 min): BF084683.D (-1257) (-) m/z 250.10 100.00%
250
57
5000
116
172 B R e
16.20 16.40 16.60 16.80
| 91 147 | 191 218
ol S5 L 247 L IOL 5F 1 270288 813333354 o 57.10  62.20%
m/z--> 50 100 150 200 250 300 350
Abundance #87927: 1,3,7-Trimethylthiazolo[2,3-f]purine-2,4(1H,3H)-dione
165 250
72
5000 138 193 e e
16. 20 16 40 16. 60 16. 80
m/z 116.00 31.99%
g 1 || =
0 ) N e I
m/z--> 50 10 150 200 250 300 350
Abundance
250
T T T T
16.20 16.40 16.60 16.80
5000 m/z 41.10 24 .10%
141 184
o 108 217
o_27 45 89 160
——r ettt
m/z--> 50 100 150 200 250 300 350
Abundance #88116: Anhydro-2-n-butyl-3-phenyl-5-mercapto-1,3,4-thiadi.. R B A B e
101 250 16.20 16.40 16.60 16.80
77 m/z 172.10 23.50%
5000 51
150
T ,‘J.h.l??.wi Aptear o
m/z--> 50 100 150 200 250 300 350 16. 20 16 40 16. 60 16. 80

8270-BF012916.M Mon Feb 01 18:19:17 2016

Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084683.D

Aca On : 30 Jan 2016 13:54

Operator : SJ/1Z

Sample : H1273-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 unknownl18.91 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.91 10.27 ng 486600 Perylene-d12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Tetradecvne 194 C14H26 000638-60-8 43
2 3-Cvclopentvilpropionic acid. but... 194 C12H1802 1000292-46-4 38
3 Anthracene. 9-cvclohexvltetradec... 274 C20H34 055255-70-4 38
4 5-Bromo-4-oxo0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 35
5 2-Cyclohexene-1-methanol, 2,6-di... 222 C15H260 038142-34-6 35
Abundance Scan 1472 (18.911 min): BF084683.D (-1468) (-) m/z 95.10 100.00%

5000

18.60 18.80 19.00 19.20

0 m/z 123.10 61.90%
m/z--> 50 100 150 200 250 300
Abundance #52070: 2-Tetradecyne
95
5000 LA L L L L L LN |
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m/z 55.10 61.34%

M123140 165 193
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m/z--> 50 100 150 200 250 300
Abundance
55 81 123
e A ma
18.60 18.80 19.00 19.20
5000 m/z 69.10 60.11%
27
105 141 165 194
ol il g A S8
m/z--> 50 100 150 200 250 300
Abundance #103116: Anthracene, 9-cyclohexyltetradecahydro- R R ma AR
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41 191 m/z 109.10 56.49%
5000 61
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF013016\
Data File : BF084683.D

Acq On : 30 Jan 2016 13:54

Operator : SJ/1Z

Sample : H1273-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012916.M
Quant Title : 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]
3-Penten-2-one, 4. .. 4.18 4.8 ng 267983 1 6.73 1129030 20.0
2-Pentanone, 4-hy... 4.89 62.1 ng 3507500 1 6.73 1129030 20.0
2-Pentanone, 4-me... 5.72 3.6 ng 202469 1 6.73 1129030 20.0
unknown6 .50 6.50 80.7 ng 4552810 1 6.73 1129030 20.0
Eicosane 10.20 2.4 ng 167785 3 9.76 1405600 20.0
Tridecane 10.67 4.0 ng 252787 4 11.24 1250150 20.0
Hexadecane 11.12 3.4 ng 209547 4 11.24 1250150 20.0
1-Pentadecanamine... 11.57 7.4 ng 464506 4 11.24 1250150 20.0
4H-Cyclopenta[def... 11.85 3.3 ng 208195 4 11.24 1250150 20.0
unknownl12 .29 12.29 4.5 ng 280461 4 11.24 1250150 20.0
1-Hexadecanamine, ... 12.37 17.5 ng 1091840 4 11.24 1250150 20.0
1-Octadecene 13.73 3.7 ng 283907 5 13.87 1545370 20.0
Bicyclo[5.3.1Jund... 14.16 2.4 ng 188326 5 13.87 1545370 20.0
unknownl14 .32 14.32 3.3 ng 251139 5 13.87 1545370 20.0
7,11-Dimethyldode... 14.72 2.2 ng 102509 6 15.25 947894 20.0
unknown16 .49 16.49 7.6 ng 359605 6 15.25 947894 20.0
unknown18.91 18.91 10.3 ng 486600 6 15.25 947894 20.0
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