LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121516\
Data File : BF091647.D

Aca On : 15 Dec 2016 23:55

Operator : UM/SJ

Sample : H6007-15

Misc :

ALS Vial : 22 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-BF120916.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 4.956 248 251 259 rBVY 1599992 2361526 36.84% 3.121%
2 5.356 283 286 287 rBV 162789 286707 4_47% 0.379%
3 5.390 287 289 292 rVB 5839599 5833223 90.99% 7.709%
4 6.339 370 372 374 rVB 124279 111099 1.73% 0.147%
5 6.430 377 380 382 rBY 5517314 6108203 95.28% 8.072%
6 6.556 388 391 393 rBVY 6749191 6410537 100.00% 8.472%
7 6.613 393 396 398 rVB 264751 268763 4_.19% 0.355%
8 6.784 408 411 413 rBVY 2011682 1699237 26.51% 2.246%
9 6.853 415 417 420 rVB 75429 107171 1.67% 0.142%
10 6.944 422 425 427 rBV 5192300 5281916 82.39% 6.980%
11 7.104 438 439 441 rBV 65330 69691 1.09% 0.092%
12 7.345 457 460 463 rBV 2973603 4472578 69.77% 5.911%
13 7.447 466 469 472 rBV 49224 67052 1.05% 0.089%
14 7.562 476 479 480 rBV 60639 65536 1.02% 0.087%

15 8.065 521 523 526 rBV 1655221 2132656 33.27% 2.818%

16 9.150 615 618 620 rBVY 6784042 6015442 93.84% 7.950%
17 9.425 640 642 644 rVB 143589 114725 1.79% 0.152%
18 9.539 650 652 655 rvB 849616 1009672 15.75% 1.334%
19 9.688 663 665 666 rBvV 64197 72317 1.13% 0.096%
20 9.768 668 672 674 rVB2 82074 86271 1.35% 0.114%

21 9.825 674 677 679 rBV 2732596 2390099 37.28% 3.159%
22 10.236 709 713 714 rBV 70392 82886 1.29% 0.110%
23 10.259 714 715 717 rVB 119377 139902 2.18% 0.185%
24 10.373 723 725 727 rBV2 73658 101976 1.59% 0.135%
25 10.488 733 735 737 rBV 50057 69139 1.08% 0.091%

26 10.613 743 746 748 rBV 3302615 3540499 55.23% 4.679%
27 10.739 755 757 760 rVB 169047 223030 3.48% 0.295%

28 10.922 769 773 776 rBv4 27774 83100 1.30% 0.110%
29 11.071 781 786 787 rBV5 30118 84517 1.32% 0.112%
30 11.162 792 794 795 rBV 40575 74860 1.17% 0.099%

31 11.185 795 796 798 rBv2 152340 150378 2.35% 0.199%
32 11.299 804 806 810 rBv2 1209515 2176252 33.95% 2.876%
33 11.379 810 813 814 rvVv 182283 183160 2.86% 0.242%
34 11.539 824 827 828 rBV2 51939 88982 1.39% 0.118%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121516\
Data File : BF091647.D

Aca On : 15 Dec 2016 23:55

Operator : UM/SJ

Sample : H6007-15

Misc :

ALS Vial : 22 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-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.608 831 833 834 rBvV 129863 109414 1.71% 0.145%

36 11.802 848 850 851 rBvV 116524 116919 1.82% 0.155%
37 11.836 851 853 855 rvv 268758 376922 5.88% 0.498%
38 11.882 855 857 858 rvv2 72424 87974 1.37% 0.116%
39 11.916 858 860 864 rvv2 239158 340413 5.31% 0.450%
40 12.019 864 869 870 rBv2 73672 141970 2.21% 0.188%

41 12.099 874 876 880 rvB2 118646 181732 2.83% 0.240%
42 12.305 891 894 895 rBV3 62213 110733 1.73% 0.146%
43 12.351 896 898 900 rvv2 91144 110285 1.72% 0.146%
44 12.408 900 903 904 rvB2 61622 98627 1.54% 0.130%
45 12.442 904 906 910 rBv4 90458 167984 2.62% 0.222%

46 12.511 910 912 914 rBV 1730492 1556364 24.28% 2.057%
47 12.568 914 917 919 rBv4 38422 104210 1.63% 0.138%
48 12.739 929 932 934 rBV 1550435 1620231 25.27% 2.141%
49 12.785 934 936 939 rVB3 49708 98648 1.54% 0.130%
50 12.854 941 942 943 rBV 71909 97249 1.52% 0.129%

51 12.888 943 945 948 rVV 4295596 4243692 66.20% 5.608%
52 12.957 948 951 955 rVB3 87008 174417 2.72% 0.231%
53 13.071 959 961 963 rvB2 209657 233036 3.64% 0.308%
54 13.139 965 967 968 rVB 124212 147217 2.30% 0.195%
55 13.174 968 970 971 rBV 208711 239334 3.73% 0.316%

56 13.265 976 978 979 rvB2 97031 119890 1.87% 0.158%
57 13.379 985 988 990 rVvB 472535 591932 9.23% 0.782%
58 13.471 993 996 997 rBv2 179036 291585 4 _55% 0.385%
59 13.574 1003 1005 1008 rVB2 126788 202183 3.15% 0.267%
60 13.688 1013 1015 1016 rBV2 122992 228370 3.56% 0.302%

61 13.791 1021 1024 1028 rVV3 329099 472717 7.37% 0.625%
62 13.939 1033 1037 1040 rBV3 1492790 2748220 42.87% 3.632%
63 14.042 1044 1046 1048 rvB2 108788 133340 2.08% 0.176%
64 14.271 1064 1066 1069 rBV3 132376 277268 4_.33% 0.366%
65 14.328 1069 1071 1072 rBV 122392 182061 2.84% 0.241%

66 14.945 1123 1125 1130 rVB 596977 1150274 17.94% 1.520%
67 15.037 1131 1133 1136 rVB2 189137 288306 4 _50% 0.381%
68 15.231 1147 1150 1152 rBV 331496 481986 7.52% 0.637%
69 15.288 1152 1155 1158 rVvV 473620 735202 11.47% 0.972%
70 15.345 1158 1160 1162 rVV 1099881 1396535 21.78% 1.846%

71 15.391 1162 1164 1170 rVB 323571 538570 8.40% 0.712%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121516\
Data File : BF091647.D

Aca On : 15 Dec 2016 23:55

Operator : UM/SJ

Sample : H6007-15

Misc :

ALS Vial : 22 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-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 15.791 1197 1199 1202 rBV 298302 488817 7.63% 0.646%
73 16.008 1215 1218 1226 rVB 215331 552902 8.62% 0.731%
74 16.260 1237 1240 1246 rBV 304333 665937 10.39% 0.880%
75 16.408 1250 1253 1258 rVB 267141 564703 8.81% 0.746%

76 16.694 1275 1278 1282 rVB2 192880 407834 6.36% 0.539%
77 16.808 1285 1288 1291 rBV 179199 339409 5.29% 0.449%

78 17.105 1311 1314 1319 rVB 125876 295582 4.61% 0.391%
79 17.711 1365 1367 1372 rBV6 52630 193869 3.02% 0.256%

Sum of corrected areas: 75667965

8270-BF120916.M Fri Dec 16 17:25:58 2016 Page: 3



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091647.D

Aca On : 15 Dec 2016 23:55

Operator : UM/SJ

Sample : H6007-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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: BF091647.D

6000000 5.39
6.43

6.94
5000000

4000000

3000000 734

6.78

2000000 4.96

1000000

536 aga bOt Jb.8y 7.10 ||7.4856

=1 R —

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: BF091647.D

6000000
5000000 12.89
4000000
10.61

3000000 9.82

12.51
2000000 g g 12.74
11.30

1000000 9.54

0 L%g\ 9. ﬂ%@ﬂ@ 10:740.001 SPAEAI

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: BF091647.D

6000000

5000000

4000000

3000000

2000000, 13:94 15.35

10000003. 16,01 162641 166981 4,

e

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\BF121516\
Data File : BF091647.D

Aca On : 15 Dec 2016 23:55

Operator : UM/SJ

Sample : H6007-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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.

4.96 27.80 ng 2361530 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 251 (4.956 min): BF091647.D (-248) (-) m/z 43.05 100.00%
43.0
59.1
5000
1011 AR SRS SRR
| 711 830 4.60 4.80 5.00 5.20
o BEMBEBNY  AS | RNL5Sce m/z 59.10 58.58%
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 L R AL L
59.0 460 480 500 520
0
150 4, 1010 m/z 101.10 19.58%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 460 480 500 520
5000 m/z 58.10 14 .74%
20.0 101.0
15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e et
59.0 4.60 4.80 5.00 5.20
m/z 41.10 9.46%
5000 41.0
e e T30 1260 1ap0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091647.D

Aca On : 15 Dec 2016 23:55

Operator : UM/SJ

Sample : H6007-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 unknown6.56 Concentration Rank 1

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

6.56 75.45 ng 6410540 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 391 (6.556 min): BF091647.D (-388) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 rrrrTyTTTTT T T T T T T
40.0 540 J 6.20 6.40 6.60 6.80
0 S8 S T .2 | m/z 68.10 47.20%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
5000 NS SR SRR
6.20 6.40 6.60 6.80
33.0 105.0 m/z 134.00 34 .00%
...‘.,.‘5.1‘.'0.}.7.0‘.0‘8.6.0..‘,.“...,.. T
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 T o b0 of
5000 9go 1160 m/z 66.10 29.93%
158.0 189.0
miz--> 40 60 80 100 120 140 160 180 A
Abundance #13916: Benzene, 1,3,5-trifluoro- T
132.0 6.20 6.40 6.60 6.80
m/z 69.05 19.27%
5000
63.0 81.0
31.0 SQO\ ‘\‘ L | ‘\ | 99.0 ‘1120 |
m/z--> 40 60 80 100 120 140 160 180 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091647.D

Aca On : 15 Dec 2016 23:55

Operator : UM/SJ

Sample : H6007-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 3 Benzene, 1,2,3-trimethyl- Concentration Rank 14

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

6.61 3.16 ng 268763 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
3 Benzene. 1.3.5-trimethvl- 120 C9H12 000108-67-8 94
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 90
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90

Abundance Scan 396 (6.613 min): BF091647.D (-393) (-) m/z 105.10 100.00%
105.1

5000 120.1 ’ T
30.0 51.1 650 77|-0 91.1 | 6.20 6.40 6.60 6.80 7.00
o M MBMDPS SIS 1 RSN A m/z 120.10 45.93%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130

Abundance #9123: Benzene, 1,2,3-trimethyl-
105.0

120.0 ’ ﬁ
5000

6.20 6.40 6.60 6.80 7.00
m/z 119.10 11.62%

0 390 510 50 ‘0 910

"IEL'S'(')I"ZZ'I""‘I""'I""'I""'I"""I""I""'I"'l'I""I""'I'
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105.0
120.0 6.20 6.40 6.60 6.80 7.00
5000 m/z 77.00 10.72%

150 27.0 390 51.0 650 77.0 91.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9121: Benzene, 1,3,5-trimethyl-
105.0 6.20 6.40 6.60 6.80 7.00
m/z 91.10 9.24Y%
120.0
5000

390 510 77.0 910
150 27.0 650 | \ Al

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091647.D

Aca On : 15 Dec 2016 23:55

Operator : UM/SJ

Sample : H6007-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 Tridecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.74 2.05 ng 223030 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Undecane. 2-methvl- 170 C12H26 007045-71-8 80
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 72
4 Tetracosane 338 C24H50 000646-31-1 72
5 Tetradecane 198 C14H30 000629-59-4 72
Abundance Scan 757 (10.739 min): BF091647.D (-755) (-) m/z 57.10 100.00%
57.1
5000 85.1
11311401 160.1 10,40 10.60 10.80 11.00
rreprrreee bl e e e ebee e eraeed || m/z 71.05  66.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #45543: Tridecane
57.0
5000 85.0 R DA SRR DU SRR B
10. 40 10. 60 10 80 11.00
29.0 m/z 43.10 62.38%
‘ L “ I i 11% 0 141 0 1840
m/z--> 25 45 éo 85 160 120 140 160 180 200 220 240 260 2éo 360 350
Abundance
43.0
o 1040 1060 10:80 1100
5000 m/z 85.10 46.16%
150 99.0 127.0 155
WTH‘WTWTWWFWWWTWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl- R AR B e e e
57.0 10.40 10.60 10.80 11.00
m/z 41.05 28.16%
5000 85.0

113.0
Lﬂ T 141.0  183.0 211.0 239.0 267.0 296.0
I e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10. 40 10. 60 10 80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091647.D

Aca On : 15 Dec 2016 23:55

Operator : UM/SJ

Sample : H6007-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 Anthracene, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

11.84 3.46 ng 376922 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 93
2 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 92
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 92
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 91
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 90

Abundance Scan 853 (11.836 min): BF091647.D (-851) (-) m/z 192.10 100.00%

1

=

5000
1291 165.1 T T T
97.0 213 1 256.3 11.60 11.80 12.00 12.20
S NN i m/z 191.10 55.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50611: Anthracene, 2-methyl-
192.0
5000 lllllllllllllllllll
11. 60 11. 80 12. 00 12. 20
m/z 73.00 42 . 27%
96.0 165.0
630 |, | 1150 139.0
T T T T T e T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192.0
T T T T T T
11.60 11.80 12.00 12.20
5000 m/z 60.00 38.39%

165.0
39.0 63.0 96.0 115.0 139.0

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

—

Abundance #50626: Phenanthrene, 2-methyl- Emma L i A
192.0 11.60 11.80 12.00 12.20
m/z 43.10 36.43%
h M
165.0
30.0 63.0 9601150 1390 | Al
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091647.D

Aca On : 15 Dec 2016 23:55

Operator : UM/SJ

Sample : H6007-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
11.92 3.13 ng 340413 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 93
2 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 47
3 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 42
4 1.4-Naphthalenedione. 2.5-dihvdr... 190 C10H604 004923-55-1 25
5 4-1sothiazolecarbonitrile, 5-chl... 190 C5H3CIN2S2 054798-93-5 25

Abundance Scan 860 (11.916 min): BF091647.D (-858) (-) m/z 190.10 100.00%
19p.1
5000
T 160 1160 1200 150
163.1 . . . .
Ol 3L, 230 1181 1390 Ch Ml 2010 Thsz 189.05  95.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190.0
5000

11.60 11.80 12.00 12.20

94.0 m/z 192.10 43.29%
390 630 | 1100 1370 1630 |
B NN || NS
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
39.0 190.0
e e
910 11.60 11.80 12.00 12.20
5000 5.0 11501330 1610 m/z 191.10 36.51%
SN 1 X S RS S T S T | S
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #48945: 2,2'-Bis(4,5-dimethylimidazole) R BBEREE S e e
420 19.0 11.60 11.80 12.00 12.20
m/z 94.50 22.51%
5000 122.0
010 162.0
66.0 '
12.0 146.0

m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20

8270-BF120916.M Fri Dec 16 17:26:02 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091647.D

Aca On : 15 Dec 2016 23:55

Operator : UM/SJ

Sample : H6007-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 9-Octadecenamide, (Z)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.38 4_.31 ng 591932 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 91
2 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 64
3 Dodecanamide 199 C12H25NO 001120-16-7 53
4 Tetradecanamide 227 C14H29NO 000638-58-4 50
5 2-Hydroxy-2,4-dimethyl-hept-6-en... 156 C9H1602 1000192-56-0 43
Abundance Scan 988 (13.379 min): BF091647.D (-985) (-) m/z 59.00 100.00%
54.0
5000
86.0 126.1 13.00 13.20 13.40 13.60
154.1 189.1
2181 2842 30320 7 72.00  68.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106876: 9-Octadecenamide, (2)-
59.0
5000 USRS R
Bmmmmmnm
126.0 2810 m/z 55.10 34.72%
m/z--> ﬁo Jo 60 85 100 120 150 160 180 200 220 240 260 280 360
Abundance
59.0
13.00 13.20 13.40 13.60
5000 m/z 41.10 27.13%

83.0 111.0 141.0 170.0 196.0 229.0
Wmmﬁﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

%

Abundance #55486: Dodecanamide A REams Rmma s
59.0 13.00 13.20 13.40 13.60
m/z 43.10 22.76%
- M\/W/LAAM\_J\-
290 | 1860 1140 1560 1990

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. OO 13 20 13. 40 13.60

8270-BF120916.M Fri Dec 16 17:26:03 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091647.D

Aca On : 15 Dec 2016 23:55

Operator : UM/SJ

Sample : H6007-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 Hexadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.47 2.12 ng 291585 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 72
2 Nonadecane. 1l-chloro- 302 C19H39cClI 062016-76-6 64
3 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 60
4 Eicosane 282 C20H42 000112-95-8 51
5 Nonadecane 268 C19H40 000629-92-5 51

Abundance Scan 996 (13.471 min): BF091647.D (-993) (-) m/z 57.10 100.00%

57.1

5000

13.20 13.40 13.60 13.80
m/z 71.10 69.17%

151.1 17g.1202.1 262.2 291.3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73966: Hexadecane
57.0
5000 850 TTT llllllllllll LB
13 20 13. 40 13. 60 13 80
20.0 1130 m/z 43.10 67.07%
226 0
b A L0 1690 1670 200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R IR R R
13.20 13.40 13.60 13.80
5000 m/z 85.10 54.12%
29.0 85.0

111.0  147.0 175.0 203.0 231.0 259.0  302.0

mmmmmwmﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #125129: Ethanol, 2-(octadecyloxy)- B A RRREE R
57.0 13.20 13.40 13.60 13.80
m/z 230.10  45.18%

5000

13.20 13.40 13.60 13.80

8270-BF120916.M Fri Dec 16 17:26:04 2016 Page: 12



Data Path

Data Fil
Aca On

Sample
Misc
ALS Vial

Operator :

e

Quant Method

Quant Ti

tle

TIC Library
TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF121516\
BF091647.D

15 Dec 2016 23:55

UM/SJ

H6007-15

22 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptafluorobutyric acid,

n-...

Conc Area Relative to ISTD

Concentration Rank 13

R.T. Est
13.79 3
Hit# of 5

-44 ng

472717 Chrysene-di12

Tentative ID MW  MolForm

1 Heptafluorobutyric acid.
2 1-Docosene
3 Trichloroacetic acid.

n-octad. .. 466 C22H37F702
308 C22H44
pentadecvl... 372 C17H31CI302

4 Pentafluoropropionic acid. hepta... 402 C20H35F502
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202

000400-57-7 91
001599-67-3 90
074339-53-0 87
1000283-04-2 87
1000282-98-2 87

Abundance Scan 1024 (13.791 min): BF091647.D (-1021) (-) m/z 57.10 100.00%

lifs

5000

230.1 13.40 13.60 13.80 14.00 14.20
256.1 2873 3173 "nm/z 43.10 81.63%

139.1 169.2 197.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #165992: Heptafluorobutyric acid, n-octadecyl ester
43.0
69.0
5000 LA L B L B L B L L L L
13. 40 13 60 13. 80 14. OO 14 20
m/z 83.10 67.75%
IIIIIIIII II‘I T 1250 1690195022402520
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55.0
R S R
97.0 13.40 13.60 13.80 14.00 14.20
5000 m/z 55.10 66.99%
29.0
125.0
153.0 181.0 308.0

W@WWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #148859: Trichloroacetic acid, pentadecy! ester

13.40 13.60 13.80 14.00 14.20
m/z 69.10 60.82%

5000

i

182.0 210.0

13. 40 13 60 13. 80 14. OO 14 20

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

8270-BF120916.M Fri Dec 16 17:26:04 2016

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091647.D

Aca On : 15 Dec 2016 23:55

Operator : UM/SJ

Sample : H6007-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14 .27 2.02 ng 277268 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 89
2 Heneicosane 296 C21H44 000629-94-7 83
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 81
4 Heptadecane. 4-methvl- 254 C18H38 026429-11-8 76
5 Hexacosane 366 C26H54 000630-01-3 72
Abundance Scan 1066 (14.271 min): BF091647.D (-1064) (-) m/z 57.10 100.00%
57.1
5000
| 85.1
T "3Al00 14130 1440 1460
91.1 258.1 301.2 ) . : : :
— -.‘--,J A ¥33 "m/z 71.10 78.35%
m/z--> 50 100 150 200 250 300
Abundance #99492: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 A U DAL B B
0 14.00 14.20 14.40 14.60
113.0 m/z 43.10 50.67%
29.0 183.0
\‘ ‘\ ‘ I h\ d‘ \‘ “ ‘\14;'0‘ \‘ 225.0 253.0
m/z--> éo 160 1éo 260 250 360
Abundance
57.0
650 14,00 14.20 14.40 14.60
5000 ' m/z 85.10 32.54%
29.0 113.0
141.0169.0197.0 225.0253.0  296.0
m/z--> éo 160 1éo 260 250 360
Abundance #107670: Hexadecane, 2,6,10,14-tetramethyl- B A RRREE R
57.0 14.00 14.20 14.40 14.60
m/z 41.10 30.08%
5000 85.0
29.0 113.0
Ll PT%me0 18305010 25302820
m/z--> 5'0 1(')0 1éo 2(')0 251;0 3(')0 ' 14.'00 14.'20 14.'40 14.|60

8270-BF120916.M Fri Dec 16 17:26:05 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091647.D

Aca On : 15 Dec 2016 23:55

Operator : UM/SJ

Sample : H6007-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 12 Eicosane, 10-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.04 4.13 ng 288306 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 60
2 Hexadecane 226 C16H34 000544-76-3 60
3 Octadecane 254 C18H38 000593-45-3 53
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 49
5 Octadecane, 1-iodo- 380 C18H37I1 000629-93-6 49
Abundance Scan 1133 (15.037 min): BF091647.D (-1131) (-) m/z 57.10 100.00%
57.1
5000 252.1 “A‘“A\J\’“AVA“V\m/\\/\Af\
st " 14.80 15.00 15.20 15.40
155 1 : : : :
AR J Lo 58t ror1 | | 2831312234533744 m/z 71.10 74.21%
m/z--> 50 100 150 200 250 300 350
Abundance #115575: Eicosane, 10-methyl-
57.0
5000 LI DL LU UL B
14.80 15.00 15.20 15.40
99.0 m/z 43.10 63.73%
154.0
| | 1830  239.0 281.0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
' 14.80 15.00 15.20 15.40
5000 m/z 85.10 59.53%
27.0 99.0 mm:mozmo IWMNWAMNNAA
m/z--> 50 100 150 200 250 300 350
Abundance #91037: Octadecane AN EEa TS S S
57.0 14.80 15.00 15.20 15.40
m/z 252.10 43.22%
5000
99.0
2000 | {4 Ly M0 1830 22502540
m/z--> 50 H 00 léo"' 200 ééo"' 300 350 14.80 15.00 15.20 15.40

8270-BF120916.M Fri Dec 16 17:26:05 2016

Page: 15



Library Search

Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091647.D

Aca On : 15 Dec 2016 23:55

Operator : UM/SJ

Sample : H6007-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 13 Benzo[e]pyrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.23 6.90 ng 481986 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 95
2 Benzolalpvrene 252 C20H12 000050-32-8 93
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
4 Pervlene 252 C20H12 000198-55-0 89
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 68

Abundance Scan 1150 (15.231 min): BF091647.D (-1147) (-) m/z 252.10 100.00%
259.1
5000
125.1
365.4 15.00 15.20 15.40 15.60
o3 951, | 150119312231 || 8101 TN A004 | ns57550.10  28.49%
m/z--> 50 100 150 200 250 300 350 400
Abundance #89816: Benzo[e]pyrene
252.0
5000
15.00 15.20 15.40 15.60
m/z 253.10 21.57%
125.0
50.0 83.0 , | 1740 222.0 |
m/z--> 50 100 150 200 250 300 350 400
Abundance
252.0
15.00 15.20 15.40 15.60
5000 m/z 125.10 12.21%
126.0
57.0 87.0 1740 222.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #89826: Benz[e]acephenanthrylene T
252.0 15.00 15.20 15.40 15.60
m/z 126.00 10.13%
5000
126.0
300 870 , | 1740 2220 |
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60

8270-BF120916.

M Fri Dec 16 17:26:06 2016

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091647.D

Aca On : 15 Dec 2016 23:55

Operator : UM/SJ

Sample : H6007-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.79 7.00 ng 488817 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Tridecane. l-iodo- 310 C13H271 035599-77-0 87
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 86
Abundance Scan 1199 (15.791 min): BF091647.D (-1197) (-) m/z 57.10 100.00%
571.1
5000
91 15.40 15.60 15.80 16.00 16.20
1411 266.1 : : : .
ALy 2o 1ess 2231 2D 30623390 3772 4143 %7 10 69. 80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #82608: Heptadecane
57.0
5000 AL BRI SR SURLILR B
15,40 15.60 15.80 16.00 16.20
99.0 m/z 43.10 60.61%
|2§@ﬂl| (e J | 14;? }?39 2o N
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
15.40 15.60 15.80 16.00 16.20
5000 m/z 85.10 53.00%
99.0
2680, L 00 asp0 e
m/z--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane I RREEEEEES T
57.0 15.40 15.60 15.80 16.00 16.20
m/z 55.10 21.31%
5000
99.0
2@0‘ }j | 141.0 1830 2250 281.0 337.0 3940
m/z--> 50 100 150 200 250 300 350 400 15,40 15.60 15.80 16.00 16.20

8270-BF120916.M Fri Dec 16 17:26:07 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091647.D

Aca On : 15 Dec 2016 23:55

Operator : UM/SJ

Sample : H6007-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 28-Nor-17.beta.(H)-hopane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.01 7.92 ng 552902 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 70
2 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 46
3 2H-1.2.3-Triazole-4-carboxaldehyv... 191 C9H6FN30 051306-43-5 43
4 Anthracene. 9-butvltetradecahvdro- 248 C18H32 055133-89-6 40
5 Silane, 1,3-decadiynyltrimethyl- 206 C13H22Si 084751-17-7 38
Abundance Scan 1218 (16.008 min): BF091647.D (-1215) (-) m/z 191.20 100.00%
191.2
5000 M
o1 LRI B SRS SURIURN B
264.1 15.60 15.80 16.00 16.20 16.40
398.4
2341 3231393 m/z 95.10 49.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #156125: 28-Nor-17.beta.(H)-hopane
191.0
5000 LRI BN SRS SURIURN B
109.0 15.60 15.80 16.00 16.20 16.40
398.0 m/z 177.10 42 .53%
Lo || om0 s
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
15.60 15.80 16.00 16.20 16.40
5000 m/z 81.10 41.40%
B0 910 149.0 Nvu\/\*”’ﬂ\”J‘/\«_Aﬁkf\AJxf\\J
mz-> 50 100 150 200 250 300 350 400
Abundance #49991: 2H-1,2,3-Triazole-4-carboxaldehyde, 2-(2-fluorophe... I RREEEEEES T
191.0 15.60 15.80 16.00 16.20 16.40
109.0 m/z 109.10 28.40%
5000 JV“Vr\VxJARNn]\VAJMJIX&AJ\\f
75.F
T J*J"lt"J'¥?P' UL LY UL B BN LRI BN SRS SURIURN B
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20 16.40

8270-BF120916.M Fri Dec 16 17:26:07 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091647.D

Aca On : 15 Dec 2016 23:55

Operator : UM/SJ

Sample : H6007-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.26 9.54 ng 665937 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Eicosane. 3-methvl- 296 C21H44 006418-46-8 87
3 Eicosane. 10-methvyl- 296 C21H44 054833-23-7 86
4 Heneicosane 296 C21H44 000629-94-7 86
5 Octadecane 254 C18H38 000593-45-3 80
Abundance Scan 1240 (16.260 min): BF091647.D (-1237) (-) m/z 57.10 100.00%
51.1
5000 J\\-~—vv-/\kva\,wv,,ﬂM
| st " 16.00 16.20 16.40 16.60
41 11771 . . . )
ol iy “ Lthl J2102 24512781 3143 35223834 | o 71 10 72.52%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57.0
5000 LA BRI BN BRI B
mmmmmmmm
99.0 m/z 43.10 56.96%
27.0 h [ H , 141.0 1830 2250 281.0 337.0 394.0
m/z--> 55 100 1%0 200 250 360 3éo
Abundance
57.0
" 16.00 16.20 1640 16.60
5000 m/z 85.10 54 _72%
90 1410 1830  238.0°°7%96.0
m/z--> 55 160 1%0 260 250 360 3éo
Abundance #115575: Eicosane, 10-methyl- R B A B
57.0 16.00 16.20 16.40 16.60
m/z 55.10 23.11%
5000 W
99.0
‘ I Ly 15??&30 239.0 281.0
m/z--> % @ 150 @ m ﬁ ﬁ ' mmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091647.D

Aca On : 15 Dec 2016 23:55

Operator : UM/SJ

Sample : H6007-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 17 28-Nor-17.alpha.(H)-hopane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.41 8.09 ng 564703 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.alpha.(H)-hopane 398 C29H50 053584-60-4 56
2 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 47
3 Anthracene. 9-dodecvltetradecahyv... 360 C26H48 055401-75-7 40
4 28-Nor-17 .beta. (H)-hopane 398 C29H50 036728-72-0 40
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 38
Abundance Scan 1253 (16.408 min): BF091647.D (-1250) (-) m/z 191.15 100.00%
191.2
ool 871 AR BN LR SRR B
284.1 . 16.00 16.20 16.40 16.60 16.80
2312 3232 358.3 3974 m/z 95.10  48.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #156126: 28-Nor-17.alpha.(H)-hopane
191.0
5000 109.0 16.00 16.20 16.40 16.60 16.80
49.0 356.0 m/z 81.10 40.22%
SR W R O O L il
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
16.00 16.20 16.40 16.60 16.80
5000128.0 m/z 69.10 36.07%
95.0 1350 M\/\NM/J\\
mz-> 50 100 150 200 250 300 350 400
Abundance #145075: Anthracene, 9-dodecyltetradecahydro- I RREEEEEES T
95.0 191.0 16.00 16.20 16.40 16.60 16.80
m/z 123.10 27 .73%
T JJ\\WAWWﬂ/\NMJﬂAbrwv
5000
J } 135.0
| In‘, bl b T 1] 2220 2403030 I
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091647.D

Aca On : 15 Dec 2016 23:55

Operator : UM/SJ

Sample : H6007-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 18 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.81 4.86 ng 339409 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
3 Pentacosane 352 C25H52 000629-99-2 91
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
5 Tetratriacontane 479 C34H70 014167-59-0 91
Abundance Scan 1288 (16.808 min): BF091647.D (-1285) (-) m/z 57.10 100.00%
51.1
5000 y\/\MRNN~V\MJ/\V\,\A“‘_xf\yv
st 16.40 16.60 16.80 17.00 17.20
141.1 . . . . )
b 1|, L. 1912 2152 28113112 3532 3902 75771 10  73.95%
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57.0
5000 LRI AR LU UL B
mmmmmmﬂmﬂm
99.0 m/z 43.10 58.85%
27‘ O ‘ ‘ “\ \h\ h‘ H‘ \‘14%.0\ w183.0 225'0 267'0296.0
m/z--> 50 160 1%0 260 250 360 3%0 '
Abundance
43.0
16.40 16.60 16.80 17.00 17.20
5000 85.0 m/z 85.10 52.11%
196.0
127.0456 g 225.0 266.0296.0
m/z--> §0 160 150 260 250 300 3%0 '
Abundance #142112: Pentacosane R A RRams A S
57.0 16.40 16.60 16.80 17.00 17.20
m/z 55.10 20.21%
5000 \A/\\*”“‘b«k//\xfkf\vx«jwkx
ZWH ‘Hl“mlwonmzmom%3&o
m/z--> m 1m 1% 2& 250 300 3% ' mmmmmmﬂmﬂm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091647.D

Aca On : 15 Dec 2016 23:55

Operator : UM/SJ

Sample : H6007-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 19 unknownl7.71 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.71 2.78 ng 193869 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-CvclohexvImethvlene-N"-(2.4-di... 292 C13H16N404 003335-68-0 15
2 3-Methvl-2-(3.7.11-trimethvldode... 292 C20H360 166773-55-3 12
3 2.2"-Bi(bicvclol2.2.1Theptane) 190 C14H22 018947-78-9 11
4 1.4-Naphthalenedione. 5.8-dihvdr... 250 C12H1006 002808-46-0 11
5 6H-1,2,5-Oxadiazolo[3,4-E]indole... 213 C8H11N304 331853-25-9 11
Abundance Scan 1367 (17.711 min): BF091647.D (-1365) (-) m/z 69.10 100.00%
69.1
95.1
5000 431 134.0 292.1
174.1 232.1
03.1 39 824.1 356.2 MM
| " | 17.40 17.60 17.80 18.00
— m/z 95.10 77 .80%
m/z--> 50 100 150 200 250 300 350
Abundance #112888: N-Cyclohexylmethylene-N'-(2,4-dinitrophenyl)-hydr...
95.0
292.0
5000 55.0 U AR B SURBLRR U
257.0 nmnmﬂmmm
206.0 m/z 55.10 72.25%
29. 12‘20 152013‘00 “ |
MRTTRICT T \ i M\ I H | ;
m/z--> 50 160 1%0 200 250 300 3%0
Abundance
95.0
17,40 17.60 17.80 18.00
5000 m/z 109.10 67.43%
57.0 )
135.0 179.0 235.0 292.0
m/z--> 55 160 150 260 2%0 300 350
Abundance #49297: 2,2'-Bi(bicyclo[2.2.1]heptane) R R ma AR
670 95.0 17.40 17.60 17.80 18.00
£ m/z 83.10 53.25%
5000 41 0
121.0  161.0 190.0
.Wk ﬂ I | kIMI R T A —
m/z--> 50 100 150 200 250 300 350 1740 1760 1780 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121516\
Data File : BF091647.D

Acq On : 15 Dec 2016 23:55

Operator : UM/SJ

Sample : H6007-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.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... 4.96 27.8 ng 2361530 1 6.78 1699240 20.0
unknown6 .56 6.56 75.5 ng 6410540 1 6.78 1699240 20.0
Benzene, 1,2,3-tr... 6.61 3.2 ng 268763 1 6.78 1699240 20.0
Tridecane 10.74 2.0 ng 223030 4 11.30 2176250 20.0
Anthracene, 2-met... 11.84 3.5 ng 376922 4 11.30 2176250 20.0
4H-Cyclopenta[def... 11.92 3.1 ng 340413 4 11.30 2176250 20.0
9-Octadecenamide, ... 13.38 4.3 ng 591932 5 13.94 2748220 20.0
Hexadecane 13.47 2.1 ng 291585 5 13.94 2748220 20.0
Heptafluorobutyri... 13.79 3.4 ng 472717 5 13.94 2748220 20.0
Pentadecane, 2,6,... 14.27 2.0 ng 277268 5 13.94 2748220 20.0
Eicosane, 10-methyl- 15.04 4.1 ng 288306 6 15.35 1396540 20.0
Benzo[e]pyrene 15.23 6.9 ng 481986 6 15.35 1396540 20.0
Heptadecane 15.79 7.0 ng 488817 6 15.35 1396540 20.0
28-Nor-17 .beta.(H... 16.01 7.9 ng 552902 6 15.35 1396540 20.0
Octacosane 16.26 9.5 ng 665937 6 15.35 1396540 20.0
28-Nor-17.alpha.(... 16.41 8.1 ng 564703 6 15.35 1396540 20.0
Heneicosane 16.81 4.9 ng 339409 6 15.35 1396540 20.0
unknownl7.71 17.71 2.8 ng 193869 6 15.35 1396540 20.0
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