LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084696.D

Aca On : 30 Jan 2016 21:16

Operator =: SJ/1Z

Sample : H1295-01

Misc :

ALS Vial : 65 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 4.178 181 183 188 rBvV 170101 258211 6.93% 0.510%
2 4.887 241 245 247 rBV 2340235 3181763 85.33% 6.279%
3 5.321 281 283 286 rBVY 3409919 3350559 89.86% 6.612%
4 5.721 316 318 321 rBV 209580 196820 5.28% 0.388%
5 6.373 372 375 378 rBVY 3300906 3174107 85.13% 6.264%
6 6.499 383 386 388 rBVY 3349880 3728596 100.00% 7.358%
7 6.727 404 406 408 rBVY 1085296 1053619 28.26% 2.079%
8 6.876 417 419 422 rVB 2220630 2504255 67.16% 4.942%
9 7.287 453 455 458 rBVY 1738430 2134271 57.24% 4.212%
10 7.402 461 465 472 rVB 22879 41334 1.11% 0.082%
11 8.007 516 518 522 rBVY 1444363 1398141 37.50% 2.759%
12 8.727 578 581 582 rBV 41014 45917 1.23% 0.091%
13 8.819 587 589 591 rVB 49645 41788 1.12% 0.082%
14 9.093 610 613 615 rBY 3106958 3236682 86.81% 6.387%
15 9.185 615 621 623 rBV2 29288 55830 1.50% 0.110%
16 9.345 632 635 638 rBvV2 25820 44485 1.19% 0.088%
17 9.425 639 642 643 rVvVv 58490 63136 1.69% 0.125%
18 9.482 645 647 649 rvVv 372570 463514 12.43% 0.915%
19 9.539 649 652 655 rvv2 30807 57615 1.55% 0.114%
20 9.619 657 659 661 rvv 40294 44275 1.19% 0.087%
21 9.710 665 667 669 rBV 56817 79324 2.13% 0.157%

22 9.756 669 671 673 rvVv 956103 1203618 32.28% 2.375%
23 9.790 673 674 676 rVB 184465 152016 4.08% 0.300%
24 9.916 683 685 687 rBv2 26170 42377 1.14% 0.084%
25 9.962 687 689 691 rvVB 138913 129668 3.48% 0.256%

26 10.168 705 707 708 rBvV 30144 39529 1.06% 0.078%
27 10.202 708 710 712 rVB 107706 99175 2.66% 0.196%
28 10.305 717 719 721 rVB 174214 134353 3.60% 0.265%
29 10.373 722 725 728 rBV3 32268 80679 2.16% 0.159%
30 10.419 728 729 732 rVvv2 36883 45993 1.23% 0.091%
31 10.465 732 733 735 rVB 62767 60675 1.63% 0.120%

32 10.545 738 740 743 rBV 1899395 1882488 50.49% 3.715%
33 10.670 750 751 755 rBV 100410 152540 4._.09% 0.301%
34 10.853 764 767 773 rBV5 37199 95656 2.57% 0.189%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084696.D

Aca On : 30 Jan 2016 21:16

Operator =: SJ/1Z

Sample : H1295-01

Misc :

ALS Vial : 65 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
35 10.979 775 778 779 rBvV2 26310 40644 1.09% 0.080%
36 11.048 782 784 786 rVB 94465 84445 2.26% 0.167%

37 11.139 786 792 798 rBV3 83393 245338 6.58% 0.484%
38 11.242 798 801 802 rBV 1192350 1190115 31.92% 2.349%
39 11.265 802 803 805 rvv 1547681 1124080 30.15% 2.218%
40 11.311 805 807 809 rvB 247122 272724 7.31% 0.538%

41 11.471 819 821 825 rBV 96304 116393 3.12% 0.230%
42 11.539 825 827 829 rBvV2 30939 48724 1.31% 0.096%
43 11.653 834 837 839 rvB3 31268 53019 1.42% 0.105%
44 11.745 842 845 846 rBV 172642 195971 5.26% 0.387%
45 11.768 846 847 850 rvv 253595 226755 6.08% 0.447%

46 11.813 850 851 853 rvv 176265 144864 3.89% 0.286%
47 11.848 853 854 859 rvB 252588 384154 10.30% 0.758%
48 11.951 859 863 866 rBv4 38421 129702 3.48% 0.256%
49 12.042 868 871 872 rBV 83260 132659 3.56% 0.262%

50 12.111 876 877 880 rBv2 26817 43522 1.17% 0.086%
51 12.191 880 884 885 rBv2 43129 77609 2.08% 0.153%
52 12.293 890 893 894 rBvV 112756 131786 3.53% 0.260%
53 12.328 894 896 899 rvB2 50668 72693 1.95% 0.143%
54 12.373 899 900 902 rVvB 99341 92966 2.49% 0.183%

55 12.453 904 907 909 rBV 1145051 1258807 33.76% 2.484%

56 12.511 909 912 914 rBV3 33347 62153 1.67% 0.123%
57 12.591 916 919 922 rBV3 44146 111684 3.00% 0.220%
58 12.671 923 926 928 rBV2 834429 1259228 33.77% 2.485%
59 12.728 928 931 933 rVvB2 57505 113789 3.05% 0.225%
60 12.796 935 937 938 rBV 73881 83740 2.25% 0.165%

61 12.831 938 940 942 rVB 2023452 2163886 58.03% 4_.270%
62 12.888 942 945 947 rBV 432515 499686 13.40% 0.986%
63 13.002 952 955 957 rVvB 148042 221286 5.93% 0.437%
64 13.071 959 961 962 rBV 99277 81190 2.18% 0.160%
65 13.105 962 964 968 rBvV2 141667 173573 4.66% 0.343%

66 13.196 971 972 974 rBV 79196 73045 1.96% 0.144%
67 13.231 974 975 977 rBV 80862 64301 1.72% 0.127%
68 13.311 980 982 985 rvB2 74083 103646 2.78% 0.205%
69 13.368 985 987 988 rBV 49337 56177 1.51% 0.111%

70 13.505 997 999 1004 rVB 89531 145381 3.90% 0.287%
71 13.619 1007 1009 1010 rBV 139368 155238 4.16% 0.306%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084696.D

Aca On : 30 Jan 2016 21:16

Operator =: SJ/1Z

Sample : H1295-01

Misc :

ALS Vial : 65 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
72 13.654 1010 1012 1013 rBV 50109 62859 1.69% 0.124%

73 13.745 1016 1020 1026 rVB3 180508 364883 9.79% 0.720%
74 13.871 1028 1031 1032 rBV2 1436004 1762169 47.26% 3.477%
75 13.974 1038 1040 1042 rBVZ2 91154 105865 2.84% 0.209%

76 14.259 1063 1065 1066 rBV 123349 123369 3.31% 0.243%
77 14.294 1066 1068 1069 rVB 56106 48996 1.31% 0.097%
78 14.385 1074 1076 1079 rVB4 118981 224923 6.03% 0.444%
79 14.728 1103 1106 1108 rBV3 156980 253775 6.81% 0.501%
80 14.877 1116 1119 1123 rBV 591085 1068182 28.65% 2.108%

81 15.151 1140 1143 1145 rBV2 265517 440578 11.82% 0.869%
82 15.208 1145 1148 1151 rVV 381685 695333 18.65% 1.372%
83 15.265 1151 1153 1161 rVB2 900265 1373543 36.84% 2.711%
84 15.391 1161 1164 1169 rVB2 170786 289182 7.76% 0.571%
85 15.722 1191 1193 1195 rBV2 71962 91848 2.46% 0.181%

86 15.882 1205 1207 1214 rVB 334277 810857 21.75% 1.600%
87 16.122 1226 1228 1231 rBV2 84294 171848 4.61% 0.339%
88 16.271 1238 1241 1248 rVB 486613 892975 23.95% 1.762%
89 16.568 1265 1267 1272 rVB2 191631 337007 9.04% 0.665%
90 16.785 1283 1286 1289 rBV2 156538 294680 7.90% 0.582%

91 16.854 1289 1292 1298 rVB2 108903 263326 7.06% 0.520%
92 16.968 1298 1302 1306 rBV 131881 290161 7.78% 0.573%

Sum of corrected areas: 50674341
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084696.D

Aca On : 30 Jan 2016 21:16

Operator : SJ/1Z

Sample : H1295-01

Misc :

ALS Vial : 65 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: BF084696.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084696.D

Aca On : 30 Jan 2016 21:16

Operator : SJ/1Z

Sample : H1295-01

Misc :

ALS Vial : 65 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 1 3-Penten-2-one, 4-methyl- Concentration Rank 9

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

4.18 4.90 ng 258211 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 94
2 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 86
3 2-Pentene. 4.4-dimethvl-. (E)- 98 C7H14 000690-08-4 86
4 2-Pentene. 4.4-dimethvl-. (2)- 98 C7H14 000762-63-0 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86

Abundance Scan 183 (4.178 min): BF084696.D (-181) (-) m/z 55.10 100.00%
55 83
5000 43
98
e
34 3.80 4.00 4.20 4.40 4.60
Ol A8 T L Tm/z 83.00 90.52%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 ARSI N R N
29 98 3.80 4.00 4.20 4.40 4.60
m/z 43.05 39.86%
0 \‘\‘ 3%\\\ 49\‘ | 61 67 7 ! 89 .
mz> 10 20 30 40 50 60 70 80 90 100
Abundance
55 83
380 400 420 4.40 4.60
5000 M o8 m/z 98.10 29.22%
27 69
15 49 63 77
S S S U S S U SIS SUL I I B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3338: 2-Pentene, 4,4-dimethyl-, (E)- )
55 83 3.80 4.00 4.20 4.40 4.60
m/z 39.10 27 .49%
5000 41
- 98
T | o
0 “|"M'|“"|'"‘“"'VJ'“l"w”l'“'l'l"w"'l"” NARSENANE SR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084696.D

Aca On : 30 Jan 2016 21:16

Operator : SJ/1Z

Sample : H1295-01

Misc :

ALS Vial : 65 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

4.89 60.40 ng 3181760 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 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 245 (4.887 min): BF084696.D (-241) (-) m/z 43.05 100.00%
43
59
5000
10! 460 4.80 500 520
o...,....,....,..??','.-...,??4.,...‘??....,??..,...:,|....,. m/z 59.10 60.31%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L L R L
59 460 480 500 5.20
m/z 101.10 19.39%
15 31 101
o 257 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 15.52%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- EAma DR R ./.\.
50 4.60 4.80 5.00 5.20
m/z 41.10 9.35%
5000
41
0 "'I""I"JH”"'JIJ”"I?%lli""l??"l"qql'"'IM"'I' U A L R
m/z--> 10 20 30 40 50 60 70 8 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 : BF084696.D

Aca On : 30 Jan 2016 21:16

Operator : SJ/1Z

Sample : H1295-01

Misc :

ALS Vial : 65 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 3 2-Pentanone, 4-methoxy-4-me... Concentration Rank 16

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

5.72 3.74 ng 196820 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 83
2 3.6-Heptanedione 128 C7H1202 001703-51-1 17
3 N-FormvImorpholine 115 C5H9NO2 004394-85-8 10
4 2-Pentanone. 3-methvl- 100 C6H120 000565-61-7 10
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 10

Abundance Scan 318 (5.721 min): BF084696.D (-316) (-) m/z 43.05 100.00%
43 73
5000
T T
55 100 115 5.40 5.60 5.80 6.00
Ol ol 67 s e m/z 73.10 87.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 IR AR N RS SRR
5.40 5.60 5.80 6.00
m/z 41.10 10.71%
o 15 2 37| %5 7 | g3 100 1
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
43
57 99 540 5.60 5.80 6.00
5000 29 m/z 115.10 10.08%
71
85
e R R R RS LA RS RS RS LSS RN RRARS SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7542: N-Formylmorpholine R R
29 5.40 5.60 5.80 6.00
e m/z 39.10 7.03%
5000 42 56
15 72
0'“|“MW'WLW?§””“W'“yw'“rt'w'ihw'“l“'w'”'w" AR RARRARARRS LRSS NARSE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084696.D

Aca On : 30 Jan 2016 21:16

Operator : SJ/1Z

Sample : H1295-01

Misc :

ALS Vial : 65 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 4 unknown6.50 Concentration Rank 1

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

6.50 70.78 ng 3728600 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 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 386 (6.499 min): BF084696.D (-383) (-) m/z 132.00 100.00%
5000
68
0 % J 620 6.40 6.60 6.80
40 54 : : : :
A T -|-| Jrer lasus )l "m/Z 68.10 35.17%
m/z--> 40 60 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 B LR SR LR
6.20 6.40 6.60 6.80
2 51 78 m/z 134.00 33.98%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
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 21.93%
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 B
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 14 .59%
5000 og M°
I L 8 I‘;ﬂm,\,\‘l,,m, s 189 S W |
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 : BF084696.D

Aca On : 30 Jan 2016 21:16

Operator : SJ/1Z

Sample : H1295-01

Misc :

ALS Vial : 65 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 6 Tridecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

10.67 2.56 ng 152540 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 83
2 Tetradecane. 2-methvl- 212 C15H32 001560-95-8 58
3 Octane. 3.5-dimethvyl- 142 C10H22 015869-93-9 55
4 Tetradecane. l-i1odo- 324 C14H29l 019218-94-1 53
5 Pentadecane 212 C15H32 000629-62-9 52

Abundance Scan 751 (10.670 min): BF084696.D (-750) (-) m/z 57.10 100.00%

57

113 140 168184 330 10.40 10.60 10,80 11.00
0 /z 43.05 82.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #45542: Tridecane W
57

3

5000 LA L L L L L LN
29 85 10,40 10.60 10.80 11.00
m/z 71.10 54 .18%
RERRET
VY A U N S e [ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
A Ea e R o S e
10.40 10.60 10.80 11.00
5000 g5 m/z 85.10 35.93%
169
39 113 141 197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 ]
Abundance #18444: Octane, 3,5-dimethyl- e
57 10.40 10.60 10.80 11.00

m/z 41.10 34.02%

5000
29 85 J
| U3,

Ll | | ]

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

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084696.D

Aca On : 30 Jan 2016 21:16

Operator : SJ/1Z

Sample : H1295-01

Misc :

ALS Vial : 65 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 7 Dibenzothiophene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.14 4.12 ng 245338 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 97
2 Naphthol2.3-blthiophene 184 C12H8S 000268-77-9 96
3 Azuleno(2.1-b)thiophene 184 C12H8S 000248-13-5 91
4 1.1"-Biphenvl. 2-methoxv- 184 C13H120 000086-26-0 72
5 Naphthalene, 2-ethenyl-6-methoxy- 184 C13H120 063444-51-9 72
Abundance Scan 792 (11.139 min): BF084696.D (-786) (-) m/z 184.10 100.00%
184
5000
139 150 10.80 11.00 11.20 11.40
57 79 92 113 : - - :
Ol e SR e A2 126 L 106 198 sz 139.10 17.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45488: Dibenzothiophene
184
5000
10.80 11.00 11.20 11.40
139 m/z 185.00 16.38%
79 92 152
oL 15 27 3950 69 79 °7102113 126 | 189
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
184
10.80 11.00 11.20 11.40
5000 m/z 152.10 10.07%
139
92 152
0 3445 63 70 7705113 196 169
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45493: Azuleno(2,1-b)thiophene
184 10.80 11.00 11.20 11.40
m/z 183.10 7.20%
5000
o 45 63 | [ 102114126 | 7, 169 ||
m/z--> 20 40 60 80 100 120 140 160 180 200 10.80 11.00 11.20 11.40

8270-BF012916.M Mon Feb 01 18:26:29 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084696.D

Aca On : 30 Jan 2016 21:16

Operator : SJ/1Z

Sample : H1295-01

Misc :

ALS Vial : 65 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 8 Phenanthrene, 2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.74 3.29 ng 195971 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 93
2 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 93
3 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 90
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 87
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 87
Abundance Scan 845 (11.745 min): BF084696.D (-842) (-) m/z 192.10 100.00%
192
5000
395063 8 % 11515130152 50176 || o0 11.40 11.60 11.80 12.00
| SR A M S I TS S i vt || WL T m/z 191.10 56.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50627: Phenanthrene, 2-methyl-
192
5000

11.40 11.60 11.80 12.00
m/z 189.10 30.86%

165
0 27 30 50 68 2 % 115126139152 | 176 ||
T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192
R el
11.40 11.60 11.80 12.00
5000 m/z 193.05 15.75%
40 95 165
o 51 63 82 125 139 152
A L e e R B e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50609: Anthracene, 1-methyl- o ddle W W
192 11. 40 11. 60 11. 80 12. OO

m/z 190.10 15.15%

5000
83 95 165
oL 1527 395 70 | | 115126139 152 | 176 Al \

m/z--> 20 40 60 80 100 120 140 160 180 200 11. 40 11. 60 11. 80 12. OO

b

8270-BF012916.M Mon Feb 01 18:26:30 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084696.D

Aca On : 30 Jan 2016 21:16

Operator : SJ/1Z

Sample : H1295-01

Misc :

ALS Vial : 65 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 9 Anthracene, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.77 3.81 ng 226755 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
3 Anthracene. 9-methvl- 192 C15H12 000779-02-2 95
4 Phenanthrene. 3-methvl- 192 C15H12 000832-71-3 94
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93

Abundance Scan 847 (11.768 min): BF084696.D (-846) (-) m/z 192.10 100.00%
2
5000
s 51 63 82 % mnnwmms - 11.40 11.60 11.80 12.00
o} m/z 191.10 57 .04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50612: Anthracene, 2-methyl-
192
5000
11.40 11.60 11.80 12.00
m/z 189.10 27 .45%
83 o5 165
oL 15 27 39 51 63 " °° 115106 139152 176 A
R e T T e = o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192
11.40 11.60 11.80 12.00
5000 m/z 193.10 14 .92%
gy 9 165
0 27 39 51 63 115126 139 152 | 176
R ot e T = = e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50614: Anthracene, 9-methyl- VPPV AVZE S it eaSan®
192 1140 11.60 11,80 12.00
m/z 190.05 13.97%
5000
165
o 28 39 51 63 83 M\ 115126 139 152~ |"176 ||
R e e e o S
m/z--> 20 40 60 80 100 120 140 160 180 200 1140 11.60 11.80 12.00

8270-BF012916.M Mon Feb 01 18:26:31 2016

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084696.D

Aca On : 30 Jan 2016 21:16

Operator : SJ/1Z

Sample : H1295-01

Misc :

ALS Vial : 65 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 10 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.85 6.46 ng 384154 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 49
3 Anthracene. 1-methvl- 192 C15H12 000610-48-0 46
4 Naphthol2.3-blnorbornadiene 192 C15H12 107426-38-0 41
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 41

Abundance Scan 854 (11.848 min): BF084696.D (-853) (-) m/z 192.10 100.00%
2
5000
94
16 11,60 11.80 12.00 12.20
139 : : : :
o 118 126 210 224 m/z 189.05  91.41%
m/z--> 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 80.72%
oL 273950 63 8l | 110122 137150163 178 ||
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance
189
11.60 11.80 12.00 12.20
5000 m/z 191.05 64 .47%
94
8l 163
e R S U A L B S L B S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50617: Anthracene, 1-methyl-
192 11.60 11.80 12.00 12.20
m/z 94.50 27 .86%
5000
165
ol 16 27 39 51 63 115126 139150 | 176
m/z--> 20 40 60 8|0 100 120 140 160 180 200 220 11,60 11.80 12.00 12.20

8270-BF012916.M Mon Feb 01 18:26:32 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084696.D

Aca On : 30 Jan 2016 21:16

Operator : SJ/1Z

Sample : H1295-01

Misc :

ALS Vial : 65 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 11 1,2-Benzenedicarboxylic aci... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.89 5.67 ng 499686 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. bi... 278 C16H2204 000084-69-5 72
2 Dibutvl phthalate 278 C16H2204 000084-74-2 64
3 1.2-Benzenedicarboxvlic acid. bu... 334 C20H3004 000085-69-8 64
4 1.2-Benzenedicarboxvlic acid. bu... 362 C22H3404 000089-18-9 56
5 1,2-Benzenedicarboxylic acid, bu... 304 C18H2404 000084-64-0 45
Abundance Scan 945 (12.888 min): BF084696.D (-942) (-) m/z 149.00 100.00%
149
5000
L e R e
55 76 104 216 12.60 12.80 13.00 13.20
Ol ekt T o 189 3 236250 269 287 | Tr777150.00  9.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105071: 1,2-Benzenedicarboxylic acid, bis(2-methylpropyl)... m
149
5000 T
12.60 12.80 13.00 13.20
- m/z 55.10 6.25%
ol | J 104121 | 167 189205 2%3 263278
m/z--> 20 Jo eb 85 160 120 140 160 180 200 220 240 260 280
Abundance
149
112.60 12.80 13.00 13.20
5000 m/z 41.10 5.67%
. . 29 57 76 104 121 167 205 223 278 AJM[\_JW/M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #134729: 1,2-Benzenedicarboxylic acid, butyl 2-ethylhexyl ... B A RRREE R
149 12.60 12.80 13.00 13.20
m/z 216.10 4_.69%
5000
o ﬂ} ‘ \ 84 112 132 | 167 205 223
m/z--> 20 40 60 85 160 150 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20

8270-BF012916.M Mon Feb 01 18:26:32 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084696.D

Aca On : 30 Jan 2016 21:16

Operator : SJ/1Z

Sample : H1295-01

Misc :

ALS Vial : 65 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 12 1-Octadecene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.75 4.14 ng 364883 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 96
2 1-Tricosene 322 C23H46 018835-32-0 96
3 9-Tricosene. (2)- 322 C23H46 027519-02-4 96
4 E-15-Heptadecenal 252 C17H320 1000130-97-9 94
5 1-Docosene 308 C22H44 001599-67-3 94
Abundance Scan 1020 (13.745 min): BF084696.D (-1016) (-) m/z 57.10 100.00%
L
5000 4
139 167 190 252 277 13.40 13.60 13.80 14.00
S 219 308 m/z 43.10 84.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #89783: 1-Octadecene
57
41 83
5000 DR R A SRR B
13. 40 13. 60 13. 80 14.00
m/z 55.10 81.38%
ol Il 139 168 195 224 252
m/z--> ﬁmmmmmmmmmmmmmmm
Abundance
57 g3
a1 13.'40 13.|60 13.|80 14.'00 '
5000 m/z 83.10 80.30%
111
139 169 196 204 252 204 322 /vANNvMJ,A,W]\LAJX«~wﬂ~fvv

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

Abundance #129063: 9-Tricosene, (2)- B Em R B
13.40 13.60 13.80 14.00

m/z 69.10 67 .65%
- WKM

322

oL15 167 196 224 252 278294

h IIIIIIIIIIIIIIIIIII

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00

8270-BF012916.M Mon Feb 01 18:26:33 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084696.D

Aca On : 30 Jan 2016 21:16

Operator : SJ/1Z

Sample : H1295-01

Misc :

ALS Vial : 65 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 13 unknownl14.39 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.39 2.55 ng 224923 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Chrvsene. 6-methvl- 242 C19H14 003697-24-3 35
2 Benzlalanthracene. 1-methvl- 242 C19H14 002498-77-3 35
3 Benzlalanthracene. 7-methvl- 242 C19H14 002541-69-7 35
4 Chrysene. l1l-methvl- 242 C19H14 003351-28-8 30
5 Chrysene, 2-methyl- 242 C19H14 003351-32-4 25

Abundance Scan 1076 (14.385 min): BF084696.D (-1074) (-) m/z 242.10 100.00%

3 2

5000

14.00 14.20 14.40 14.60 14.80

273 300 327 357 380

0 m/z 123.10 91.44%
m/z--> 50 100 150 200 250 300 350
Abundance #83845: Chrysene, 6-methyl-
242
5000 LA L L LB L L LB

14.00 14.20 14.40 14,60 14.80
m/z 239.10  74.95%

215
3957 78 100 y 139 163 187

m/z--> 50 100 150 200 250 300 350
Abundance
242
R N N e ERERE s
14.00 14.20 14.40 14.60 14.80
5000 m/z 240.10 65.04%

39 57 78 100120139 163 189 215

m/z--> 50 100 150 200 250 300 350
Abundance #83867: Benz[a]anthracene, 7-methyl- A ma e
242 14.00 14.20 14.40 14.60 14.80
m/z 55.10 59.76%
5000
121
39 63 81100, | 139 163 187 2‘ L
m/z--> 50 100 150 200 250 300 350 14. 00 14. 20 14. 40 14. 60 14. 80

8270-BF012916.M Mon Feb 01 18:26:34 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084696.D

Aca On : 30 Jan 2016 21:16

Operator : SJ/1Z

Sample : H1295-01

Misc :

ALS Vial : 65 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 14 unknownl14.73 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.73 3.70 ng 253775 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. monocvclohexvl ester 248 C14H1604 007517-36-4 41
2 1.2-Benzenedicarboxvlic acid. bi... 334 C20H3004 007299-89-0 35
3 Didecvl phthalate 446 C28H4604 000084-77-5 27
4 1.2-Benzenedicarboxvlic acid. bi... 278 C16H2204 000084-69-5 27
5 1,2-Benzenedicarboxylic acid, bu... 362 C22H3404 000089-18-9 27
Abundance Scan 1106 (14.728 min): BF084696.D (-1103) (-) m/z 149.10 100.00%
149
69
5000 253
43 l
UL B SUNILE SR
97 126 | 176199224 307 367 14.40 14.60 14.80 15.00
- -.l‘ ;l. '.A.h.-“,l.l oy L 28233 s m/z 69.10  63.76%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #87055: Phthalic acid, monocyclohexyl ester
149
5000 UL B SUNILE SRR
14.40 14.60 14.80 15.00
55 m/z 253.10 47 .40%
ol B a2 205 2%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance
149
14.40 14.60 14.80 15.00
5000 m/z 167.00 43.21%
a3 o
o2 120 | 177 223221
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #164010: Didecyl phthalate e AR
149 14.40 14.60 14.80 15.00
m/z 254.10 30.33%
5000
307
3
ol 115 104 176 204 246 279 | 334 375 446
m/z-> 0 50 100 150 200 250 300 350 400 450 1440 14.60 14.80 15.00

8270-BF012916.M Mon Feb 01 18:26:35 2016 Page: 17



Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF013016\

BF084696.D

30 Jan 2016 21:16

SJ/1Z

H1295-01

65 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 16 23,28-Bisnor-17._alpha.(H)-h... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.39 4.21 ng 289182 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 23.28-Bisnor-17.alpha. (H)-hopane 384 C28H48

1000101-35-1 50

2 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 41
3 5-Hexen-1-one. 1-(1H-imidazol-4-... 192 C11H16N20 069393-41-5 27
4 2-Buten-1-one. 1-(2.6.6-trimethv... 192 C13H200 035044-68-9 14
5 5-Octen-2-yn-4-ol 124 C8H120 1000196-87-1 11
Abundance Scan 1164 (15.391 min): BF084696.D (-1161) (-) m/z 191.15 100.00%
95 191
5000 149
o5 123
I 00 15120 15,40 15,60 15,60
307 355 384 15.00 15.20 15.40 15.60 15
ol Coud W Wi m/z 95.10 85.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #152623: 23,28-Bisnor-17.alpha.(H)-hopane
177
109
5000 AR SRR AR B
135 15.|00 15.|20 15.I4O 15.|60 15.80
a1 384 m/z 177.15 71.62%
AL L] = |
ol — |‘hl \IHIM‘.I ! .‘.“. .“,‘.‘. |2|4|5| e .“ — ‘. S N
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
15.00 15.20 15.40 15.60 15.80
5000 m/z 109.10 45 .84%
109 135
217 398
o 163 260 308 355
m/z--> 5|0 1(I)O 1é0 2CI)O ZéO 3(I)O 35|O 4(I)O
Abundance #50265: 5-Hexen-1-one, 1-(1H-imidazol-4-yl)-4,4-dimethyl- T
95 15.00 15.20 15.40 15.60 15.80
m/z 149.10 44 _65%
69
5000
a1 123 102
163
Ol|||‘|JL|‘|“|\|LII||\|“|k||||\I|||| — T B R e
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60 15.80

8270-BF012916.M Mon Feb 01 18:26:36 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084696.D

Aca On : 30 Jan 2016 21:16

Operator : SJ/1Z

Sample : H1295-01

Misc :

ALS Vial : 65 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 17 28-Nor-17.alpha.(H)-hopane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.88 11.81 ng 810857 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.alpha.(H)-hopane 398 C29H50 053584-60-4 56
2 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 32
3 Anthracene. 9-cvclohexvltetradec... 274 C20H34 055255-70-4 27
4 1.4-Benzenediol. 2-I(1.4.4a.5.6.... 314 C21H3002 039707-55-6 25
5 5-Hexen-1-one, 1-(1H-imidazol-4-_._. 192 C11H16N20 069393-41-5 25
Abundance Scan 1207 (15.882 min): BF084696.D (-1205) (-) m/z 191.20 100.00%
1
283 15.60 15.80 16.00 16.20
o 217 210285 298318, 3% m/z 95.10 58.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #156126: 28-Nor-17.alpha.(H)-hopane
191
5000 L B UL SULRURA SRR
1%B7 15,60 15.80 16.00 16.20
217 m/z 81.10 53.29%
| ‘ H 163 ‘ 260 355 383
o ..|....H‘.‘.lu“.k.‘.“. | ‘.“...‘ l...luuuul‘...“.“l.
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
15,60 15.80 16.00 16.20
5000 5 m/z 177.20 48.93%
29
93 121 149
o T G/
m/z--> 50 100 150 200 250 300 350 400
Abundance #103117: Anthracene, 9-cyclohexyltetradecahydro- e B RS B L
95 191 15.60 15.80 16.00 16.20
41 m/z 123.10 38.21%
67
5000
h 135 274
ol -‘-“.J‘- (yjaas | et | et7eas |
m/z--> 50 100 150 200 250 300 350 400 15,60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084696.D

Aca On : 30 Jan 2016 21:16

Operator : SJ/1Z

Sample : H1295-01

Misc :

ALS Vial : 65 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 18 unknownl6.27 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

16.27 13.00 ng 892975 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-(p-Aminophenvl)-2-thiazolamine 191 C9HON3S 090349-87-4 35
2 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 35
3 Anthracene. 9-cvclohexvltetradec... 274 C20H34 055255-70-4 32
4 Anthracene. 9-dodecvltetradecahv... 360 C26H48 055401-75-7 32
5 5-(7a-l1sopropenyl-4,5-dimethyl-o... 290 C20H340 1000193-54-0 27

Abundance Scan 1241 (16.271 min): BF084696.D (-1238) (-) m/z 191.15 100.00%

1

5000

i3

4l 16.00 16.20 16.40 16.60

218 252 284 370 397

327

o’ m/z 95.10 52.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #50017: 5-(p-Aminophenyl)-2-thiazolamine
191
5000 LA L L L L LN
16. 00 16 20 16. 40 16. 60
m/z 81.10 41.11%
104 30 164
18 ST ‘..‘“.‘,...‘ e
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
R mEE e ERRRm R
16.00 16.20 16.40 16.60
5000 57 m/z 69.10 32.67%
107 149
29 81
ol e o 0
m/z--> 50 100 150 200 250 300 350 400
Abundance #103117: Anthracene, 9-cyclohexyltetradecahydro- B A RRREE R
95 191 16.00 16.20 16.40 16.60
41 m/z 123.10 30.91%
67
5000
135 274
0 Uy | g6, | 217243 |
- IIIIIIIIIII IIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 16. 00 16 20 16. 40 16. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084696.D

Aca On : 30 Jan 2016 21:16

Operator : SJ/1Z

Sample : H1295-01

Misc :

ALS Vial : 65 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 19 unknownl16.79 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.79 4.29 ng 294680 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-cvclohexviltetradec... 274 C20H34 055255-70-4 46
2 Benzolbltriphenvlene 278 C22H14 000215-58-7 25
3 Isoauinoline. 1.2.3.4-tetrahvdro... 283 C18H21NO2 036646-87-4 22
4 1.1-Diphenvl-2-propvnvl dimethvl... 279 C18H17NO2 010473-88-8 22
5 1,2:7,8-Dibenzophenanthrene 278 C22H14 000213-46-7 15
Abundance Scan 1286 (16.785 min): BF084696.D (-1283) (-) m/z 191.15 100.00%
95 191
278
5000 95
137 163
301322 369 411 16.40 16.60 16.80 17.00 17.20
(o} m/z 95.10 82.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #103117: Anthracene, 9-cyclohexyltetradecahydro-
95 191
41
67
5000 LRI BURIURA AN B B
16.40 16.60 16.80 17.00 17.20
135 74 m/z 278.10 72.87%
0 — ‘;\\ I“ulh‘l L‘l“ IHHIMI IH I‘I ‘|1|61| ‘hu ?]-:7|2|43|| |“| —
m/z--> 50 100 150 200 250 300 350 400
Abundance
278
16.40 16.60 16.80 17.00 17.20
5000 m/z 81.10 56.12%
139
ol,.39 63 87 112 174 200 224 250
m/z--> 55 160 1%0 260 2%0 360 3%0 460
Abundance #108147: Isoquinoline, 1,2,3,4-tetrahydro-7-methoxy-2-meth... AR e
191 16.40 16.60 16.80 17.00 17.20
m/z 55.10 47 .50%
5000
120
162 282
0 ....,.h1ﬂ,!hﬁ‘ |"??O"' U U UL SO LRI BURIURA AN B B
m/z--> 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084696.D

Aca On : 30 Jan 2016 21:16

Operator : SJ/1Z

Sample : H1295-01

Misc :

ALS Vial : 65 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 20 unknownl16.85 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
16.85 3.83 ng 263326 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Urs-20-en-16-o0l. (16.beta..18.al... 426 C30H500 066394-74-9 42
2 Anthracene. 9-butvltetradecahvdro- 248 C18H32 055133-89-6 40
3 4-(3H-Imidazol4.5-blpvridin-2-vl... 342 C15H18N8S 1000276-08-2 38

4 Anthracene. 9-cvclohexvltetradec... 274 C20H34 055255-70-4 38
5 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 32
Abundance Scan 1292 (16.854 min): BF084696.D (-1289) (-) m/z 191.15 100.00%
191
95
5000 69
123 163
41 219 292 I I I I
257 315 342 369 411 16.60 16.80 17.00 17.20
o} m/z 95.10 69.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #161298: Urs-20-en-16-0l, (16.beta.,18.alpha.,19.alpha.)-
191
5000 LA L L L L L L
16.60 16.80 17.00 17.20
426 m/z 81.10 56.94%
e S T o I o e
m/z--> 50 100 150 200 250 300 350 400
Abundance
95 191
41 LN L N L N L L L L L L
67 16.60 16.80 17.00 17.20
5000 m/z 69.10 41.28%
248
135
0 115 166 219
o e e e oot A
m/z--> 50 100 150 200 250 300 350 400
Abundance #137809: 4-(3H-Imidazo[4,5-b]pyridin-2-ylsulfanylmethyl)-6... A BT B S
191 16.60 16.80 17.00 17.20
m/z 109.10 39.50%
5000
84 151
RE T 222 256281 309 342
e e el T e e R I e
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF013016\
Data File : BF084696.D

Acq On : 30 Jan 2016 21:16

Operator : SJ/1Z

Sample : H1295-01

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012916_.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]
3-Penten-2-one, 4... 4.18 4.9 ng 258211 1 6.73 1053620 20.0
2-Pentanone, 4-hy... 4.89 60.4 ng 3181760 1 6.73 1053620 20.0
2-Pentanone, 4-me... 5.72 3.7 ng 196820 1 6.73 1053620 20.0
unknown6 .50 6.50 70.8 ng 3728600 1 6.73 1053620 20.0
Tridecane 10.67 2.6 ng 152540 4 11.24 1190120 20.0
Dibenzothiophene 11.14 4.1 ng 245338 4 11.24 1190120 20.0
Phenanthrene, 2-m... 11.74 3.3 ng 195971 4 11.24 1190120 20.0
Anthracene, 2-met... 11.77 3.8 ng 226755 4 11.24 1190120 20.0
4H-Cyclopenta[def... 11.85 6.5 ng 384154 4 11.24 1190120 20.0
1,2-Benzenedicarb... 12.89 5.7 ng 499686 5 13.87 1762170 20.0
1-Octadecene 13.75 4.1 ng 364883 5 13.87 1762170 20.0
unknown14 .39 14.39 2.5 ng 224923 5 13.87 1762170 20.0
unknownl14 .73 14.73 3.7 ng 253775 6 15.27 1373540 20.0
23,28-Bisnor-17.a... 15.39 4.2 ng 289182 6 15.27 1373540 20.0
28-Nor-17.alpha.(... 15.88 11.8 ng 810857 6 15.27 1373540 20.0
unknownl16 .27 16.27 13.0 ng 892975 6 15.27 1373540 20.0
unknownl16.79 16.79 4.3 ng 294680 6 15.27 1373540 20.0
unknownl16 .85 16.85 3.8 ng 263326 6 15.27 1373540 20.0
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