LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032516\
Data File : BF085769.D

Aca On : 25 Mar 2016 18:50

Operator : UM/SJ

Sample : H1855-05 2X

Misc :

ALS Vial : 55 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-BF032416.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 3.453 99 102 109 rBV 16679 36644 3.48% 0.283%
2 5.419 272 274 277 rBV 97482 105618 10.02% 0.816%
3 5.464 277 278 285 rVB 11433 17588 1.67% 0.136%
4 6.459 363 365 375 rBV 114582 148261 14.07% 1.146%
5 6.596 375 377 379 rBV 96671 130035 12.34% 1.005%
6 6.824 394 397 399 rBV 810793 702226 66.65% 5.428%
7 6.973 409 410 412 rBV 60382 83927 7.97% 0.649%
8 7.384 444 446 451 rBV3 50084 59875 5.68% 0.463%
9 7.499 451 456 461 rvv2 65524 97477 9.25% 0.754%
10 8.104 507 509 512 rBV 697718 834481 79.21% 6.451%
11 8.699 560 561 563 rVB 48663 58851 5.59% 0.455%
12 8.825 570 572 576 rBV 17097 16712 1.59% 0.129%
13 9.179 601 603 606 rBV 92324 115692 10.98% 0.894%
14 9.305 612 614 616 rBV 17237 14849 1.41% 0.115%
15 9.579 636 638 641 rBV 328747 282687 26.83% 2.185%
16 9.728 649 651 653 rBV 18004 20697 1.96% 0.160%
17 9.796 655 657 659 rVB 59259 44340 4.21% 0.343%
18 9.865 660 663 665 rBV 888378 807945 76.69% 6.246%
19 10.025 675 677 679 rBV 9120 15068 1.43% 0.116%
20 10.070 679 681 683 rvv3 7832 16333 1.55% 0.126%
21 10.299 697 701 702 rBV 50142 71770 6.81% 0.555%
22 10.413 709 711 714 rVB 12041 19629 1.86% 0.152%
23 10.516 717 720 723 rBV 24294 41967 3.98% 0.324%
24 10.653 729 732 734 rBV2 49821 67012 6.36% 0.518%
25 10.768 739 742 746 rBV 66718 84577 8.03% 0.654%
26 11.088 769 770 775 rBV5 7484 15600 1.48% 0.121%
27 11.213 779 781 782 rVV 40431 34342 3.26% 0.265%
28 11.236 782 783 786 rVB 15671 21257 2.02% 0.164%
29 11.339 790 792 796 rBV2 535545 872665 82.83% 6.746%
30 11.419 796 799 801 rVB 51031 61313 5.82% 0.474%
31 11.579 810 813 816 rBV 25520 37102 3.52% 0.287%
32 11.636 816 818 820 rBV 19549 19349 1.84% 0.150%
33 11.762 825 829 831 rBV3 5629 15392 1.46% 0.119%
34 11.842 834 836 837 rvVv 34933 33641 3.19% 0.260%

8270-BF032416.M Mon Mar 28 19:24:36 2016 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032516\
Data File : BF085769.D

Aca On : 25 Mar 2016 18:50

Operator : UM/SJ

Sample : H1855-05 2X

Misc :

ALS Vial : 55 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF032416.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.876 837 839 841 rvv 108208 117195 11.12% 0.906%

36 11.956 844 846 850 rvv2 63340 85828 8.15% 0.663%
37 12.048 852 854 856 rvv 19685 28507 2.71% 0.220%
38 12.139 860 862 863 rvv 23602 19512 1.85% 0.151%
39 12.162 863 864 867 rvB 24719 33024 3.13% 0.255%
40 12.322 876 878 882 rvB2 12875 17659 1.68% 0.137%
41 12.391 882 884 886 rBvV 28883 33556 3.19% 0.259%
42 12.425 886 887 890 rvB2 16870 27601 2.62% 0.213%
43 12.482 890 892 896 rBvV 23012 24901 2.36% 0.192%
44 12.551 896 898 901 rBvV 436994 424374 40.28% 3.281%
45 12.608 901 903 905 rvB3 9432 17454 1.66% 0.135%
46 12.654 905 907 909 rBV 24218 30723 2.92% 0.237%
47 12.699 909 911 915 rVB3 11782 22536 2.14% 0.174%
48 12.779 915 918 921 rBV 425482 454563 43.15% 3.514%
49 12.836 921 923 925 rVB 17369 25286 2.40% 0.195%
50 12.928 927 931 934 rVB3 95834 142276 13.50% 1.100%
51 12.996 934 937 939 rBV 26559 46092 4._.37% 0.356%
52 13.111 943 947 949 rBV 59252 86855 8.24% 0.671%
53 13.179 949 953 954 rBV2 45364 80551 7.65% 0.623%
54 13.214 954 956 960 rBV2 42220 57790 5.49% 0.447%
55 13.271 960 961 963 rBV2 16548 17218 1.63% 0.133%
56 13.305 963 964 965 rvv 27772 21233 2.02% 0.164%
57 13.339 965 967 969 rvv 25247 28505 2.71% 0.220%
58 13.499 978 981 985 rVB3 28801 49608 4.71% 0.383%
59 13.614 990 991 994 rVB 62872 67115 6.37% 0.519%
60 13.728 998 1001 1002 rBV 52356 64362 6.11% 0.498%
61 13.751 1002 1003 1004 rBV 19866 18607 1.77% 0.144%
62 13.785 1004 1006 1008 rVB2 16135 26440 2.51% 0.204%

63 13.831 1008 1010 1012 rBV 148490 234369 22.25% 1.812%
64 13.979 1019 1023 1024 rBV2 879466 1053555 100.00% 8.144%

65 14.082 1030 1032 1034 rVB 57028 71053 6.74% 0.549%
66 14.139 1035 1037 1041 rBv4 33978 111028 10.54% 0.858%
67 14.208 1041 1043 1044 rVv2 22516 27034 2.57% 0.209%
68 14.265 1047 1048 1049 rBvV 28286 22405 2.13% 0.173%
69 14.299 1049 1051 1052 rBV 29658 35590 3.38% 0.275%
70 14.368 1055 1057 1059 rvv 39334 52820 5.01% 0.408%
71 14.402 1059 1060 1061 rVvVv 22890 19443 1.85% 0.150%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032516\
Data File : BF085769.D

Aca On : 25 Mar 2016 18:50

Operator : UM/SJ

Sample : H1855-05 2X

Misc :

ALS Vial : 55 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-BF032416.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 14.459 1062 1065 1072 rVV8 101503 332916 31.60% 2.574%
73 14.608 1076 1078 1083 rVV3 20774 33424 3.17% 0.258%
74 14.745 1088 1090 1091 rBV 28579 27375 2.60% 0.212%
75 14.882 1100 1102 1103 rBV 42366 50117 4.76% 0.387%

76 14.997 1109 1112 1116 rVB 197469 384336 36.48% 2.971%
77 15.065 1116 1118 1119 rVV 111152 129837 12.32% 1.004%
78 15.099 1119 1121 1127 rVB2 68513 135911 12.90% 1.051%
79 15.282 1134 1137 1140 rBV 103639 141945 13.47% 1.097%
80 15.339 1140 1142 1145 rVV 144010 170877 16.22% 1.321%

81 15.397 1145 1147 1153 rVB 480151 711902 67.57% 5.503%

82 15.602 1163 1165 1169 rVB3 24960 43227 4._.10% 0.334%
83 15.831 1182 1185 1188 rBV 118658 206890 19.64% 1.599%
84 15.888 1188 1190 1192 rVV3 29309 62569 5.94% 0.484%
85 15.980 1196 1198 1202 rVV3 53812 98244 9.32% 0.759%
86 16.071 1202 1206 1212 rVB6 33136 108762 10.32% 0.841%
87 16.300 1223 1226 1232 rVB2 32613 68873 6.54% 0.532%
88 16.574 1247 1250 1253 rBV3 19636 46463 4.41% 0.359%

89 16.780 1265 1268 1271 rBV2 54351 106829 10.14% 0.826%
90 16.848 1271 1274 1279 rVB 47510 114649 10.88% 0.886%

91 16.951 1280 1283 1285 rBV2 17147 41629 3.95% 0.322%
92 17.191 1301 1304 1309 rBV 36696 81175 7.70% 0.628%
93 17.328 1312 1316 1319 rVV3 68480 221902 21.06% 1.715%
94 17.385 1319 1321 1327 rVB4 59552 137118 13.01% 1.060%

95 17.511 1329 1332 1335 rVB2 23988 59280 5.63% 0.458%
96 17.637 1339 1343 1344 rBvV4 18155 41552 3.94% 0.321%
97 17.980 1370 1373 1378 rVB4 19180 48288 4._.58% 0.373%
98 18.277 1395 1399 1408 rVB3 87249 303456 28.80% 2.346%
99 18.540 1419 1422 1425 rBV5 11933 27067 2.57% 0.209%

100 18.711 1432 1437 1444 rVB2 96179 297873 28.27% 2.303%

Sum of corrected areas: 12936076
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF032516\

BF085769.D

25 Mar 2016 18:50

UM/SsJ

H1855-05 2X

55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032516\
Data File : BF085769.D

Aca On : 25 Mar 2016 18:50

Operator : UM/SJ

Sample : H1855-05 2X

Misc :

ALS Vial : 55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032416_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 unknown7.50 Concentration Rank 16

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

7.50 2.34 ng 97477 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Ethvl-n-butvric acid ethyl ester 144 C8H1602 002983-38-2 33
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 25
4 1.4-Diacetvl-3-acetoxvmethvl-2.5... 318 C14H2208 1000128-41-9 20
5 2-Butanone, 4-hydroxy- 88 C4H802 000590-90-9 17

Abundance Scan 456 (7.499 min): BF085769.D (-451) (-) m/z 43.10 100.00%
ile]
5000
2 101
59 88 123 7.20 7.40 7.60 7.80
et el bt | M7z 101.10  23.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20082: 2-Ethyl-n-butyric acid ethyl ester
43
71
5000 29 116 UL LU UL IR
99 7.20 7.40 7.60 7.80
55 P m/z 73.00 13.24%
"W'%?'P"'P"'I”"I'”'I'”'I'”'I'”'I'”'I'”'I"”I"}ﬁ?"ﬁ%éﬁ'P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
43
UL UL UL IR
7.20 7.40 7.60 7.80
5000 m/z 88.00 11.30%
101
15 31 % 5 g
mewwwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13836: 1,3-Dioxolane-2-methanoal, 2,4-dimethyl- e aaan
43 7.20 7.40 7.60 7.80
m/z 59.10 8.31%
5000
101
31 58
"W'Jiﬁ"”U'””I““'P'JJP"Wzg"P'§?P"W"'W'}EZ"&?Q“'I”"P' U R UL L IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032516\
Data File : BF085769.D

Aca On : 25 Mar 2016 18:50

Operator : UM/SJ

Sample : H1855-05 2X

Misc :

ALS Vial : 55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032416_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 Anthracene, 1l-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.88 2.69 ng 117195 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1-methvl- 192 C15H12 000610-48-0 95
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 91
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 87
4 Naphthol2.3-blnorbornadiene 192 C15H12 107426-38-0 70
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 55

Abundance Scan 839 (11.876 min): BF085769.D (-837) (-) m/z 192.10 100.00%

192

5000

=

11.60 11.80 12.00 12.20
m/z 73.00 71.24%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50618: Anthracene, 1-methyl-
1

%

5000
11.60 11.80 12.00 12.20

m/z 43.05 59.65%

165
139152 | 178

27 50 63 83 96 115

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192
B mmm B
11.60 11.80 12.00 12.20
5000 m/z 60.10 59.48%
165
15 39 63 B839% i 139152
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50627: Phenanthrene, 2-methyl- A

192 11.60 11.80 12.00 12.20
m/z 191.10 50.95%

5000

94

%

115 139152
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\BF032516\
Data File : BF085769.D

Aca On : 25 Mar 2016 18:50

Operator : UM/SJ

Sample : H1855-05 2X

Misc :

ALS Vial : 55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032416_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 Heptafluorobutanoic acid, h... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.83 4.45 ng 234369 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 83
2 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 64
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 64
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 64
5 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 64
Abundance Scan 1010 (13.831 min): BF085769.D (-1008) (-) m/z 57.10 100.00%
57
230

83

5000{ 4
200

302 13.60 13.80 14.00 14.20
m/z 230.10 82.10%

1p7 153 175

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57

5000

4 13.60 13.80 14.00 14.20
} m/z 43.10 79.24%
23 | || 265283
T
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
R
69 13.60 13.80 14.00 14.20
5000 m/z 83.10 75.37%

97

125 954 183 224 252
Wmmﬁw’mwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester T
43 13.60 13.80 14.00 14.20
m/z 97.10 71.29%

-

69

5000 97

:

153169 195 224 252

T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032516\
Data File : BF085769.D

Aca On : 25 Mar 2016 18:50

Operator : UM/SJ

Sample : H1855-05 2X

Misc :

ALS Vial : 55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032416_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, 7-propyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.14 2.11 ng 111028 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 7-propvl- 226 C16H34 055045-09-5 64
2 Tridecane. 6-propvl- 226 C16H34 055045-10-8 50
3 Heptadecane 240 C17H36 000629-78-7 45
4 Docosane 310 C22H46 000629-97-0 38
5 3-Ethyl-3-methylheptane 142 C10H22 017302-01-1 38
Abundance Scan 1037 (14.139 min): BF085769.D (-1035) (-) m/z 57.10 100.00%
g7
5000
3 2%0 3ls 13.80 14.00 14.20 14.40
e m/z 71.10 73.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #73969: Tridecane, 7-propyl-
43
71
5000 R SUR SR B B
13.80 14.00 14.20 14.40
140 m/z 85.10 59.69%
99 183
ST IR - R -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
71 AR SUNL SRR UL
13.80 14.00 14.20 14.40
5000 m/z 43.10 59.09%

99 126 154 183

226
mﬁm‘mﬁmﬁwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #82606: Heptadecane R s B
57 13.80 14.00 14.20 14.40
m/z 248.10 34.37%
5000 85
29
I

I
||||||||||||||||||||||| T T |||J| LR R RN R LR LR RRREE LR

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032516\
Data File : BF085769.D

Aca On : 25 Mar 2016 18:50

Operator : UM/SJ

Sample : H1855-05 2X

Misc :

ALS Vial : 55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032416_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 9-Tricosene, (2)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

14.46 6.32 ng 332916 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene. (2)- 322 C23H46 027519-02-4 78
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 64
3 5-Octadecene. (E)- 252 C18H36 007206-21-5 64
4 1-Octadecene 252 C18H36 000112-88-9 60
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 55

Abundance Scan 1065 (14.459 min): BF085769.D (-1062) (-) m/z 57.10 100.00%

57 83

5000

:

14.20 14.40 14.60 14.80
m/z 83.10 89.16%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129064: 9-Tricosene, (2)-
55

3

5000 LA L L L L L L L L LB
14.20 14.40 14.60 14.80
29 m/z 97.10 88.52%
139 322
Ll “ 167 195 222 262 294
mz-> 20 46 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43
69 e
97 14.20 14.40 14.60 14.80
5000 m/z 43.10 84.83%
125
26 153 196 224 \_A/\]\VVJLVWMA/\\\A»JVVA*\VA’“
Wmmmwﬁwﬁwwﬁwwﬁm
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #89785: 5-Octadecene, (E)- A EEEamE B
55 14.20 14.40 14.60 14.80

m/z 55.10 83.88%

5000

%

29 111
\“ L) | (139 168 195 224 252

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032516\
Data File : BF085769.D

Aca On : 25 Mar 2016 18:50

Operator : UM/SJ

Sample : H1855-05 2X

Misc :

ALS Vial : 55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032416_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 Triacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.83 5.81 ng 206890 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Heneicosane. 1ll-pentvl- 366 C26H54 014739-72-1 90
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 90
5 Docosane, 9-butyl- 366 C26H54 055282-14-9 90
Abundance Scan 1185 (15.831 min): BF085769.D (-1182) (-) m/z 57.10 100.00%
85
5000
141 15.60 15.80 16.00 16.20
o 169 197 225 253 315 341 /7 71.10 78 70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #160628: Triacontane
57
5000 85 L S BRI BN B
15. 60 15. 80 16. 00 16. 20
13 m/z 85.10 59.67%
29 ““““\‘\ i 41 169 197 225 253 281 309 337 365 393 422
m/z--> éo 100 1éo 260 250 360 3éo 460
Abundance
57
" 15.60 15.80 16.00 16.20
5000 85 m/z 43.10 56.07%
113
29 141 169 211 239 267 295 323 352 Aj\wkufkh_ﬂj\,vafA\_ij\
m/z--> éo 160 150 200 250 360 3éo 460
Abundance #147102: Heneicosane, 11-pentyl- R AR RRRES T
43 15.60 15.80 16.00 16.20
m/z 55.10 21.72%
71
o MJNAJ
‘ 224
l 1?7‘155 183 253 2? 323 364
m/z--> 5 100 1éo 200 250 300 350 460 1560 1580 1600 1620
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032516\
Data File : BF085769.D

Aca On : 25 Mar 2016 18:50

Operator : UM/SJ

Sample : H1855-05 2X

Misc :

ALS Vial : 55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032416_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 unknownl16.07 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.07 3.06 ng 108762 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Dibenzolc.fll1.21diazepine. 3... 264 C13H10CI2N2 000955-66-8 42
2 3H-1.3.4-Benzotriazepine. 2-meth... 264 C16H16N4 121364-85-0 14
3 4-Acetamido-3-nitro-n-propvlbenz... 265 C12H15N304 091643-88-8 14
4 Benzenamine. 2-bromo-4.6-dinitro- 261 C6H4BrN304 001817-73-8 14
5 N*"-(4-Fluorobenzylidene)-9-fluor... 330 C21H15FN20 1000223-98-8 14
Abundance Scan 1206 (16.071 min): BF085769.D (-1202) (-) m/z 165.10 100.00%
165
264
43 147
5000 81 105
12 205 282 330350 T e
15.80 16.00 16.20 16.40
m/z 264.10 76.77%
m/z--> 50 100 150 200 250 300 350
Abundance #96497: 5H-Dibenzol[c,f][1,2]diazepine, 3,8-dichloro-6,11-d...
264
62 229
5000
89 114 199 15.80 16.00 16.20 16.40 :
42 M ‘ ‘ 140164 ‘ , m/z 147.10 65.44Y%
S B 1 N
m/z--> 50 100 150 200 250 300 350
Abundance
264
o 234 ' 15.80 16.00 16.20 16.40
5000 m/z 43.10 60.46%
5 103 132 165
m/z--> o '50" ' 160" "150" "260" "250" "300" "350
Abundance #97118: 4-Acetamido-3-nitro-n-propylbenzamide B A RRREE R
165 15.80 16.00 16.20 16.40
m/z 263.10 52.09%
5000 207 265
43 119
15 . 63 91 l ‘1‘\1\7 " :!- 2 il \\“236\
m/z--> §0 160 150 200 250 300 3éo 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032516\
Data File : BF085769.D

Aca On : 25 Mar 2016 18:50

Operator : UM/SJ

Sample : H1855-05 2X

Misc :

ALS Vial : 55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032416_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 Tetratriacontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.85 3.22 ng 114649 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Docosane 310 C22H46 000629-97-0 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 1274 (16.848 min): BF085769.D (-1271) (-) m/z 57.10 100.00%
57
85
5000
113 IR BRI SUNR SRR B
| | i ||, 155 183 50 278 330355 16.60 16.80 17.00 17.20
T e m/z 71.10 84.67%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #167078: Tetratriacontane
57
5000 85 LIS BRI BULLLE UL B
16. 60 16. 80 17. oo 17. 20
- m/z 85.10 59.49Y%
‘\J‘} h‘$ H M ‘1$1‘169 197 225 253 281 311337 367 410435
miz--> 0 éo 100 1éo 260 250 360 3%0 460
Abundance
57
" 16,60 16,80 17.00 17.20
5000 g5 m/z 43.10 56.11%
113
29 141 169 197 225 253 295 366 \,»uﬂ/\q«¢~J/A\f~f\«\,»4u/\
miz--> 0 éo 160 1éo 260 250 360 3%0 460
Abundance #123096: Docosane R AR RRRES T
57 16.60 16.80 17.00 17.20
m/z 99.10 22 .61%
5000 85
113
miz--> 0 éo 160 1éo 260 250 360 3%0 460 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032516\
Data File : BF085769.D

Aca On : 25 Mar 2016 18:50

Operator : UM/SJ

Sample : H1855-05 2X

Misc :

ALS Vial : 55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032416_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 Pregn-5-en-3-ol, 21-bromo-2... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.33 6.23 ng 221902 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35Br0 055103-80-5 50
2 _.beta.-Sitosterol acetate 456 C31H5202 000915-05-9 43
3 1.4-Methanocvclooctaldlpvridazin... 204 C13H20N2 1000221-85-9 35
4 p-Acrvlotoluidide 161 C10H11NO 007766-36-1 22
5 N-(2-Hydroxy-1-methylene-2-prop-... 191 C11H13NO2 1000194-35-2 15
Abundance Scan 1316 (17.328 min): BF085769.D (-1312) (-) m/z 43.10 100.00%
1 W
5000
255
17.00 17.20 17.40 17.60
m/z 107.10 73.16%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #155057: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta.)-
41 107 394
81 145 283
5000 309 361 L L =
213 17.00 17.20 17.40 17.60
173 255 m/z 95.10 68.95%
337
m/z--> 50 100 150 200 250 300 350 400 450 ﬁqjx¢qu\AwJ/\f\ff\A//\\f,
Abundance
43
17.00 17.20 17.40 17.60
5000 m/z 105.10 63.68%
8l 107 147 396
173 215 255 288 315 354 428 456
mz-> 50 100 150 200 250 300 350 400 450
Abundance #58554: 1,4-Methanocycloocta[d]pyridazine, 1,4,4a,5,6,9,10... R R ma AR
107 17.00 17.20 17.40 17.60
79 m/z 57.10 62.61%
41
5000 133
161
'|'{A'H"}§%"" U SN PN DAL B A DA SR SUMRE B
m/z--> 50 100 150 200 250 300 350 400 450 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032516\
Data File : BF085769.D

Aca On : 25 Mar 2016 18:50

Operator : UM/SJ

Sample : H1855-05 2X

Misc :

ALS Vial : 55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032416_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 unknownl7.39 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.39 3.85 ng 137118 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androst-2-en-17-one. 4.4-dimethy... 300 C21H320 053286-38-7 38
2 2(1H)-Phenanthrenone. 3.4.4a.9.1... 300 C20H2802 000472-37-7 22
3 Androst-4-ene-3.6.17-trione 300 C19H2403 002243-06-3 18
4 1H-Cvcloproplelazulene. 1a.2.3.4... 204 C15H24 000489-40-7 18
5 3,4-Dihydrocoumarin, 4,4,7,8-tet... 204 C13H1602 040614-36-6 15
Abundance Scan 1321 (17.385 min): BF085769.D (-1319) (-) m/z 204.20 100.00%
204
300
5000
257
327 .A” S B S S |
J7 352 17.00 17.20 17.40 17.60 17.80
ey m/z 300.30 77 .56%
m/z--> 50 100 150 200 250 300 350
Abundance #117843: Androst-2-en-17-one, 4,4-dimethyl-, (5.alpha.)-
300
5000 82 257 LRI BURIURE UL BRI B
55 17.00 17.20 17.40 17.60 17.80
‘ 150 17 m/z 133.10 70.08%
173
——— I\‘HI : i —— I‘Wl‘ ‘\ld I\HI .1%?.”“‘. : 'H‘I ‘. .“ .‘. M —
m/z--> 50 100 150 200 250 300 350
Abundance
300
243 17.00 17.20 17.40 17.60 17.80
5000 m/z 55.10 68.66%
43 199
125 147
18 69 91 1751 1 217 267
m/z--> o '55' ' "160" "1éo" "260" "250" "300" "350
Abundance #117726: Androst-4-ene-3,6,17-trione AR e
137 300 17.00 17.20 17.40 17.60 17.80
m/z 69.10 61.65%
5000
miz--> 50 100 150 200 250 300 350 | | 17.00 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032516\
Data File : BF085769.D

Aca On : 25 Mar 2016 18:50

Operator : UM/SJ

Sample : H1855-05 2X

Misc :

ALS Vial : 55 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF032416_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 16 unknownl18.28

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.28 8.53 ng 303456 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Testosterone 288 C19H2802 000058-22-0 43
2 Prean-4-ene-3.20-dione. (9.beta.... 314 C21H3002 002755-10-4 43
3 17beta-Acetoxv-10-isoandrost-4-e... 330 C21H3003 002681-55-2 38
4 1.4-Benzenediol. 2-methvl- 124 C7H802 000095-71-6 30
5 3-(3-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN203 300726-64-1 30

Abundance Scan 1399 (18.277 min): BF085769.D (-1395) (-) m/z 124.10 100.00%
4
5000 (s
18.00 18.20 18.40 18.60
m/z 57.10 50.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #111023: Testosterone
124
288
5000 246 LSRN SN BN BN
41 79 o 147 18.00 18.20 18.40 18.60
105 203 m/z 43.10 49.67%
HM: I‘\I\ \:&74;\“ I‘\I\?%?I . l‘: T
m/z--> 50 100 150 200 250 300 350 400
Abundance
124
43 | 18.00 18.20 18.40 18.60
5000 m/z 229.20 39.03%
91 147 19 314
67 171 229 272
m/z--> 55 160 1%0 260 250 360 3éo 460
Abundance #132819: 17beta-Acetoxy-10-isoandrost-4-en-3-one R L
124 18.00 18.20 18.40 18.60
m/z 55.10 34.98%
o o o \J«ﬂrAvV‘Jy\/ﬂ\\Av\JN\wA/\\
228 330
288
"‘!":““1.?.5',“.‘.'..“2§.51‘.‘.|...‘.,....,.. AR REE mam e S
m/z--> 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032516\
Data File : BF085769.D

Aca On : 25 Mar 2016 18:50

Operator : UM/SJ

Sample : H1855-05 2X

Misc :

ALS Vial : 55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032416_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 5(1H)-Azulenone, 2,4,6,7,8,... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

18.71 8.37 ng 297873 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5(1H)-Azulenone. 2.4.6.7.8.8a-he... 218 C15H220 006754-66-1 60
2 2.4-Diethoxvauinazoline 218 C12H14N202 000611-65-4 49
3 3-Amino-5-piperonvl-1.2.4-triazole 218 C10H10N402 014730-92-8 46
4 Pvrene. hexadecahvdro- 218 C16H26 002435-85-0 45
5 8-Amino-2,6-dimethoxylepidine 218 C12H14N202 074509-65-2 43

Abundance Scan 1437 (18.711 min): BF085769.D (-1432) (-) m/z 218.20 100.00%

218
5000 /\

249 283 328 18 40 18. 60 18. 80 19. 00

m/z 43.10 52.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #68233: 5(1H)-Azulenone, 2,4,6,7,8,8a-hexahydro-3,8-dimeth...
218
5000 176 IIIIIIIIIIIIIIIIII|
41 o1 133 18.40 18.60 18.80 19.00
J L m/z 189.15  37.22%
A AT N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
146 218
119 174

18.40 18.60 18.80 19.00
5000 m/z 135.10 33.63%

90
29 45 63 191
WWWWTWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #67624: 3-Amino-5-piperonyl-1,2,4-triazole
218

18.40 18.60 18.80 19.00
m/z 203.15 32.76%

5000
135
160
| \\ L
L d u 1] b1 ‘
”w“”“”q””“”w“”.”w”““”q””“”.””.“.””“”.””““

m/z-->

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

18.40 18.60 18.80 19.00

8270-BF032416.M Mon Mar 28 19:24:49 2016
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032516\
Data File : BF085769.D

Acq On : 25 Mar 2016 18:50

Operator : UM/SJ

Sample : H1855-05 2X

Misc :

ALS Vial : 55 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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]
unknown7 .50 7.50 2.3 ng 97477 2 8.10 834481 20.0
Anthracene, l1-met... 11.88 2.7 ng 117195 4 11.34 872665 20.0
Heptafluorobutano... 13.83 4.5 ng 234369 5 13.98 1053560 20.0
Tridecane, 7-propyl- 14.14 2.1 ng 111028 5 13.98 1053560 20.0
9-Tricosene, (2)- 14.46 6.3 ng 332916 5 13.98 1053560 20.0
Triacontane 15.83 5.8 ng 206890 6 15.40 711902 20.0
unknown16.07 16.07 3.1 ng 108762 6 15.40 711902 20.0
Tetratriacontane 16.85 3.2 ng 114649 6 15.40 711902 20.0
Pregn-5-en-3-ol, ... 17.33 6.2 ng 221902 6 15.40 711902 20.0
unknownl17.39 17.39 3.9 ng 137118 6 15.40 711902 20.0
unknown18.28 18.28 8.5 ng 303456 6 15.40 711902 20.0
5(1H)-Azulenone, ... 18.71 8.4 ng 297873 6 15.40 711902 20.0
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