LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083444.D

Aca On : 3 Dec 2015 5:21

Operator : UM/I1Z

Sample : 64583-05

Misc :

ALS Vial : 31 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-BF113015.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 4.647 257 259 273 rVB 806284 1557354 27.57% 2.481%
2 5.047 292 294 299 rBV 84956 134571 2.38% 0.214%
3 5.127 299 301 317 rVV 4236604 5043252 89.28% 8.035%
4 6.213 393 396 398 rBVY 5079345 5480258 97.02% 8.731%
5 6.316 402 405 407 rVvVv 5371417 5507865 97 .51% 8.775%
6 6.362 407 409 413 rVB 67213 94485 1.67% 0.151%
7 6.533 422 424 427 rBV 839709 952052 16.85% 1.517%
8 6.693 436 438 443 rBV 3950541 3949403 69.92% 6.292%
9 7.116 472 475 477 rBV 3220830 3725381 65.95% 5.935%
10 7.253 485 487 492 rVB 63266 82037 1.45% 0.131%
11 7.825 535 537 543 rVB2 1371247 1506870 26.68% 2.401%
12 8.213 569 571 574 rBV 66898 74874 1.33% 0.119%
13 8.545 598 600 606 rBV 40017 62055 1.10% 0.099%

14 8.785 614 621 625 rBvV 82022 129080 2.29% 0.206%
15 8.910 629 632 634 rBV 5590107 5648580 100.00% 9.000%

16 9.047 642 644 651 rVB4 36162 119232 2.11% 0.190%
17 9.310 665 667 669 rBvV 809026 738022 13.07% 1.176%
18 9.436 674 678 680 rBvV 64654 102215 1.81% 0.163%
19 9.528 684 686 688 rBvV 117517 129036 2.28% 0.206%
20 9.573 688 690 692 rBV 1373253 1312712 23.24% 2.091%

21 9.779 704 708 710 rBV3 32926 71333 1.26% 0.114%
22 10.030 723 730 731 rBV2 158564 229310 4._.06% 0.365%
23 10.110 736 737 741 rVB 49053 63439 1.12% 0.101%

24 10.248 746 749 750 rBV 81030 115719 2.05% 0.184%
25 10.362 756 759 762 rBV 3116037 3142610 55.64% 5.007%

26 10.511 769 772 775 rVB2 124981 238058 4.21% 0.379%

27 10.602 778 780 782 rVB2 66964 86857 1.54% 0.138%
28 10.636 782 783 785 rBvV2 42306 65286 1.16% 0.104%
29 10.716 788 790 792 rvv3 40420 79642 1.41% 0.127%
30 10.751 792 793 796 rvv3 46250 88491 1.57% 0.141%
31 11.002 812 815 816 rBV2 70389 97151 1.72% 0.155%

32 11.105 822 824 826 rBV 1064071 1402162 24.82% 2.234%
33 11.139 826 827 829 rvVv 441708 329937 5.84% 0.526%
34 11.196 829 832 835 rVvB 156011 192253 3.40% 0.306%

8270-BF113015.M Thu Dec 03 19:34:24 2015 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083444.D

Aca On : 3 Dec 2015 5:21

Operator : UM/I1Z

Sample : 64583-05

Misc :

ALS Vial : 31 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-BF113015.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.505 857 859 862 rvB 55654 72840 1.29% 0.116%

36 11.711 875 877 879 rBvV 90795 109699 1.94% 0.175%
37 11.745 879 880 883 rvB 109504 128453 2.27% 0.205%
38 11.813 883 886 887 rBV 291879 377492 6.68% 0.601%
39 11.848 887 889 891 rvv2 187613 291282 5.16% 0.464%

40 11.882 891 892 897 rvB2 77632 82107 1.45% 0.131%
41 12.099 909 911 912 rBV 72710 92136 1.63% 0.147%
42 12.134 912 914 920 rVB4 53409 115787 2.05% 0.184%
43 12.225 920 922 924 rBV 40774 63314 1.12% 0.101%

44 12.442 937 941 943 rBV2 68755 157946 2.80% 0.252%
45 12.488 943 945 948 rvVvv3 65104 154660 2.74% 0.246%

46 12.545 948 950 954 rVB3 52374 102976 1.82% 0.164%
47 12.636 955 958 961 rBvV 926258 1056879 18.71% 1.684%

48 12.716 962 965 968 rvv3 50995 98552 1.74% 0.157%
49 12.774 968 970 973 rVB 78996 120038 2.13% 0.191%
50 12.842 973 976 977 rBV2 47788 67406 1.19% 0.107%

51 12.888 977 980 982 rBV3 114693 196467 3.48% 0.313%
52 12.945 982 985 988 rvv 1005055 1366054 24.18% 2.176%
53 13.014 988 991 997 rVB6 76336 219701 3.89% 0.350%
54 13.196 1004 1007 1010 rVB 2826507 4228942 74.87% 6.738%
55 13.277 1010 1014 1017 rBV3 58725 108377 1.92% 0.173%

56 13.402 1022 1025 1026 rBV3 41088 76558 1.36% 0.122%
57 13.437 1026 1028 1032 rVB2 107722 179884 3.18% 0.287%
58 13.528 1034 1036 1038 rVB2 62222 71055 1.26% 0.113%
59 13.585 1038 1041 1043 rBV3 82286 169941 3.01% 0.271%
60 13.711 1050 1052 1054 rVB 57730 71254 1.26% 0.114%
61 13.757 1054 1056 1059 rBV 63244 89888 1.59% 0.143%

62 13.928 1068 1071 1074 rBV 91002 147595 2.61% 0.235%
63 14.008 1075 1078 1082 rVV 183241 251747 4._46% 0.401%
64 14.145 1087 1090 1092 rVvVv 99366 237161 4._.20% 0.378%
65 14.202 1092 1095 1098 rVV2 181724 350102 6.20% 0.558%

66 14.259 1098 1100 1103 rVVv2 74099 142808 2.53% 0.228%
67 14.339 1104 1107 1109 rVvVv 81517 147031 2.60% 0.234%
68 14.385 1109 1111 1115 rVV2 82660 223538 3.96% 0.356%
69 14.499 1118 1121 1125 rVB2 171294 332368 5.88% 0.530%
70 14.637 1131 1133 1135 rBV3 154737 288509 5.11% 0.460%

71 14.682 1135 1137 1138 rVV 193243 312465 5.53% 0.498%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083444.D

Aca On : 3 Dec 2015 5:21

Operator : UM/I1Z

Sample : 64583-05

Misc :

ALS Vial : 31 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-BF113015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 14.728 1138 1141 1143 rVV2 779424 1681139 29.76% 2.678%
73 14.762 1143 1144 1147 rVV 431111 497092 8.80% 0.792%
74 14.877 1150 1154 1157 rVB4 51209 129222 2.29% 0.206%

75 14.957 1158 1161 1164 rBV3 44877 93485 1.66% 0.149%
76 15.048 1164 1169 1171 rVB3 57168 143311 2.54% 0.228%
77 15.117 1171 1175 1177 rBV4 36759 97685 1.73% 0.156%
78 15.162 1177 1179 1182 rBV 131917 193175 3.42% 0.308%
79 15.231 1182 1185 1188 rVB2 53649 87032 1.54% 0.139%
80 15.334 1192 1194 1196 rBV 59618 96023 1.70% 0.153%

81 15.631 1217 1220 1224 rBV 116280 200494 3.55% 0.319%
82 15.825 1234 1237 1239 rBV 107136 200688 3.55% 0.320%
83 15.871 1239 1241 1244 rVV 186230 303255 5.37% 0.483%
84 15.940 1245 1247 1250 rVB 84694 117975 2.09% 0.188%
85 16.065 1255 1258 1261 rBV4 27166 64607 1.14% 0.103%

86 16.214 1269 1271 1273 rVB 54085 68190 1.21% 0.109%
87 16.282 1274 1277 1279 rBV 366660 707750 12.53% 1.128%
88 16.420 1284 1289 1291 rVB2 77596 170453 3.02% 0.272%
89 16.648 1306 1309 1312 rBV 243617 315446 5.58% 0.503%
90 16.717 1312 1315 1318 rVV 319009 426110 7.54% 0.679%

91 16.797 1319 1322 1330 rVB 611058 986388 17.46% 1.572%
92 17.368 1369 1372 1374 rBV2 31788 67396 1.19% 0.107%
93 17.906 1417 1419 1426 rVB6 36262 101342 1.79% 0.161%
94 18.031 1427 1430 1437 rVB4 42992 121699 2.15% 0.194%
95 18.168 1439 1442 1447 rVB2 155280 309391 5.48% 0.493%

96 18.374 1458 1460 1465 rVB4 29430 80558 1.43% 0.128%
97 18.546 1472 1475 1480 rVB 133987 280457 4._.97% 0.447%
98 18.740 1488 1492 1495 rBV2 22645 75553 1.34% 0.120%

99 20.443 1637 1641 1650 rVB5 39972 142635 2.53% 0.227%
100 21.403 1718 1725 1732 rVB5 29004 151623 2.68% 0.242%

Sum of corrected areas: 62764768
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Integrated Chromatogram

LSC Report -
Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083444.D
Aca On : 3 Dec 2015 5:21
Operator : UM/1Z
Sample : 64583-05
Misc :
ALS Vial : 31 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083444.D

Aca On : 3 Dec 2015 5:21

Operator : UM/I1Z

Sample : 64583-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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._.65 32.72 ng 1557350 1,4-Dichlorobenzene-d4 6.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27

Abundance Scan 259 (4.647 min): BF083444.D (-257) (-) m/z 43.10 100.00%
43
59
5000
101 EPERSEPEAARPE SRR R
440 460 4.80 5.00
o Sl 8L 67 8 | 57z 59.10  55.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 440 460 4.80 5.00
m/z 101.10 15.18%
15 31 101
o | 25 7 37, 53 83
miz--> e e A AT SSaB I
Abundance
59
440 460 480 5.00
5000 m/z 58.10 13.65%
41
53 73 86
e S S S UL SURILLS UL IR IR SIS WAL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl-
59 440 4.60 4.80 5.00
m/z 41.10 8.59%
5000
a1 101
15 31 53 69 83
0'"|""|"""|"'"‘|"""'|"‘l"|"''|""|"'"|""|""|' "'W"”I"”I'”'I'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083444.D

Aca On : 3 Dec 2015 5:21

Operator : UM/I1Z

Sample : 64583-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Benzene, 1,3-dimethyl- Concentration Rank 18

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

5.05 2.83 ng 134571 1,4-Dichlorobenzene-d4 6.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-dimethvl- 106 C8H10 000108-38-3 95
2 o-Xvlene 106 C8H10 000095-47-6 95
3 p-Xvlene 106 C8H10 000106-42-3 95
4 Ethvlbenzene 106 C8H10 000100-41-4 81
5 Cyclopentene, 1l-ethenyl-3-methyl... 106 C8H10 061142-07-2 80

Abundance Scan 294 (5.047 min): BF083444.D (-292) (-) m/z 91.10 100.00%
q1
5000 106
39 51 63 7 | 4.80 5.00 5.20 5.40
Ol e el el Tm/z 106.10 0 43.83%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4977: Benzene, 1,3-dimethyl-
9
106
5000 U UL LS IR I
4.80 5.00 5.20 5.40
m/z 105.10 20.69%
o N AN .- P PR O TR 300 - | R
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
91
480 5.00 520 5.40
5000 106 m/z 77.10 12.61%
51 7
NS R Ao RO G [ - S -
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4957:p—Xerne LI L L L B
o 4.80 5.00 5.20 5.40
m/z 39.10 11.32%
5000 106
39 51 77
o 21 45 |, 57 9 85 | 98
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083444.D

Aca On : 3 Dec 2015 5:21

Operator : UM/I1Z

Sample : 64583-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 unknown6.32 Concentration Rank 1

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

6.32 115.71 ng 5507870 1,4-Dichlorobenzene-d4 6.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 405 (6.316 min): BF083444.D (-402) (-) m/z 132.10 100.00%
5000 68
40 5 % 6.00 620 640 6.60
0 .l?ﬁ‘....',’n.o?.l.lf.u.,....,....,.... m/z 68.05 49.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 USSR SR AR SR
6.00 6.20 6.40 6.60
2 51 m/z 134.10 33.40%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.00 620 640 6.60
5000 og 116 m/z 66.10 30.05%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14006: 5-Aminoindole R el
132 6.00 6.20 6.40 6.60
m/z 69.10 18.99%
5000
104
ol 14 27 39 1 77 g | us ‘
m/z--> 20 40 60 80 100 120 140 160 180 6.00 620 640 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083444.D

Aca On : 3 Dec 2015 5:21

Operator : UM/I1Z

Sample : 64583-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.03 3.49 ng 229310 Acenaphthene-d10 9.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tetradecane 198 C14H30 000629-59-4 86
4 Eicosane 282 C20H42 000112-95-8 74
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 64
Abundance Scan 730 (10.030 min): BF083444.D (-723) (-) m/z 57.10 100.00%
57
43
5000
" '9.80 10.00 10.20 10.40
0 m/z 43.10 73.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
43 %7
5000 n RIS RN BULLLN SO B
g5 9. 80 10 00 10 20 10. 40
29 m/z 71.10 58.61%
0 ‘ L L4 ‘ 99 113 127 141 155 169 183 107 226
m/z--> ﬁo Jo éo 8b 160 150 150 160 180 200 250
Abundance
57
43 RN U SN SRR B
71 9.80 10.00 10.20 10.40
5000 g5 m/z 85.10 31.29%
29 9
oL 15 113 127 141 155 169 183 212
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 200 250
Abundance #55008: Tetradecane A o
57 9.80 10.00 10.20 10.40
43 m/z 41.10 27 .78%
71
5000 85
29
OﬁJm “?MMmmm 198
m/z--> ﬁo Jo éo 50 160 150 140 160 180 260 250 980 1000 1020 1040
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083444.D

Aca On : 3 Dec 2015 5:21

Operator : UM/I1Z

Sample : 64583-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Pentadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.51 3.40 ng 238058 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 72
2 Eilcosane 282 C20H42 000112-95-8 72
3 Tridecane 184 C13H28 000629-50-5 72
4 Hexadecane 226 C16H34 000544-76-3 72
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 64
Abundance Scan 772 (10.511 min): BF083444.D (-769) (-) m/z 57.10 100.00%
g7
43 71
5000
99 121 10,20 10,40 10.60 10.80
163
o 140 190 m/z 43.10  70.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64575: Pentadecane
57
43
71
5000 85 U AR R B SRR
mmmmmmmm
29 m/z 71.10 67.20%
99
ol L e 2714115060183 212
m/z--> 25 4b eb 85 160 120 140 160 180 200 220 240 2éo 2éo
Abundance
43 57
" 10,20 10.40 10.60 10.80
5000 m/z 85.10 37.23%
85
29
. 99113127141155169 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45544: Tridecane LA L L L L BN |
43 57 10.20 10.40 10.60 10.80
m/z 41.10 31.00%
71
5000
85
29
oL15 N ‘L L | 9?113127141155 184
m/z--> 25 4b eb 85 160 120 140 160 180 200 220 240 2éo 2éo 1020 1040 1060 1080
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083444.D

Aca On : 3 Dec 2015 5:21

Operator : UM/I1Z

Sample : 64583-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Tridecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.81 5.38 ng 377492 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Amvl Nitrite 117 C5H11NO2 000110-46-3 35
5 Tetratetracontane 619 C44H90 007098-22-8 11
Abundance Scan 886 (11.813 min): BF083444.D (-883) (-) m/z 43.10 100.00%
8 5 1B
5000
129 192
97 115 213 LRI FUREURA UM BRI B
143157171 297 256 11.40 11.60 11.80 12.00 12.20
I m/z 73.10 97.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
60 78
43
5000 129 L IR b
29 umnmnmnmnm
214 m/z 57.10 82.69%
143 157
0 I .‘l - ‘i"‘ ; 'Hw ; ‘l‘.‘. :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 o 73
1140 11.60 11.80 12.00 12.20
5000] 29 m/z 60.10 81.78%
129
85 256
. 98 115 143157171185199213227239
m/z--> ﬁo Jo éo éo 160 150 110 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid
60 78 11.40 11.60 11.80 12.00 12.20
43 m/z 41.10 73.85%
5000 129
185 228
8 115 | 1435171
Ol ||||||| \M‘ ?‘ H‘ MI\ |‘||fl-|5|7|||| |‘||1|99||2:|L|3||‘||||||||| ——r e —
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083444.D

Aca On : 3 Dec 2015 5:21

Operator : UM/I1Z

Sample : 64583-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Benzaldehyde, 3,5-dichloro-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.85 4_.15 ng 291282 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4C1202 000090-60-8 72
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70
3 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 25
4 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 25
5 Propyne, 1,3-diphenyl- 192 C15H12 004980-70-5 22

Abundance Scan 889 (11.848 min): BF083444.D (-887) (-) m/z 190.10 100.00%

190
5000

1 umumnmnm
137 151
ol 110 123 m/z 189.10 92.16%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49485: Benzaldehyde, 3,5-dichloro-2-hydroxy-
1

11,60 11.80 12.00 12.20
m/z 192.10 62.88%

04
m/z-->
Abundance
190

11.60 11. 80 12.00 12.20

5000

5000 m/z 191.10 47 .44%
94
0 27 39 50 63 81 110122 137 150 163 178
L A B e e e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50628: Phenanthrene, 4-methy!l- NPV AAVL N WU ...
192 11. 60 11. 80 12. OO 12. 20

m/z 94.60 26.10%

5000
165
27 30 51 63 83 % 115197139152 | 178 h\

e

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083444.D

Aca On : 3 Dec 2015 5:21

Operator : UM/I1Z

Sample : 64583-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 9 unknownl12.89 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.89 2.80 ng 196467 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 38
2 Pentadecanoic acid 242 C15H3002 001002-84-2 35
3 Tridecanoic acid 214 C13H2602 000638-53-9 32
4 _alpha.-D-Glucopvranose. 4-0-.be... 342 C12H22011 014641-93-1 16
5 Dodecanoic acid 200 C12H2402 000143-07-7 16

Abundance Scan 980 (12.888 min): BF083444.D (-977) (-) m/z 57.10 100.00%

7

43
73

5000
g7 129 N ——
151 151185 203 5pp 241 12.60 12.80 13.00 13.20
0! m/z 43.10 71.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75070: Tetradecanoic acid
43 73
5000 29 29 LI L L L
1 12.60 12.80 13.00 13.20
87 15 185 928 m/z 73.10 59.14%
) o1 143,171 | 19
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
29 57 12.60 12.80 13.00 13.20
5000 m/z 41.10 53.45%
129 242
8

7
101115 143157171185"%%, 5

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid B A RRREE R

73 12.60 12.80 13.00 13.20

m/z 60.10 49.98%
43 5
5000 129
29
143157 214
0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083444.D

Aca On : 3 Dec 2015 5:21

Operator : UM/I1Z

Sample : 64583-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 unknownl14.01 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14 .01 2.99 ng 251747 Chrysene-di12 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentanol. 2.2.4-trimethvl- 130 C8H180 000123-44-4 38
2 2.2-Dimethvl-3-octanone 156 C10H200 005340-64-7 38
3 1-Pvrrolidinocarbonvimethvl pipe... 197 C10H19N30 039890-45-4 25
4 3-Methvl-3-heptvl methviphosphon... 210 C9H20F02P 1000216-70-3 25
5 4H-Imidazol-4-one, 2-amino-1,5-d... 99 C3H5N30 000503-86-6 22
Abundance Scan 1078 (14.008 min): BF083444.D (-1075) (-) m/z 57.10 100.00%
9
5000
190 13.60 13.80 14.00 14.20 14.40
215 231 246 : : : : :
o 179193 m/z 99.10 98.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13293: 1-Pentanol, 2,2,4-trimethyl-
57
5000 43 AU AN B
13. 60 13 80 14. 00 14. 20 14. 40
99 m/z 97.10 72.91%
m/z--> 20 60 80 100 120 140 160 180 200 220 240
Abundance
57
99
43 LRI A SRR SURIL B
- 13.60 13.80 14.00 14.20 14.40
5000 m/z 43.10 62.50%
29
oL 15 85 156
m/z--> ﬁo 45 eb 50 160 150 150 160 180 200 250 250
Abundance #54034: 1-Pyrrolidinocarbonylmethyl piperazine L e e e e
99 13.60 13.80 14.00 14.20 14.40
m/z 137.15 43.77%
5000 56
42
70 o 129 155
. M i ‘ |, 113 | 141 | 168180 197
miz--> "'26"215"}36""s'd"ic')a"1'2'6"iid"ieé"isé"z'oé"ééé"éhé"' 13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083444.D

Aca On : 3 Dec 2015 5:21

Operator : UM/I1Z

Sample : 64583-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 unknownl14.15 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.15 2.82 ng 237161 Chrysene-di12 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentanol. 3-methvl-2-propvl- 144 C9H200 054004-40-9 47
2 Octane. 2-bromo- 192 C8H17Br 000557-35-7 38
3 Germane. tetra-1-propvnvl- 230 Cl12H12Ge 020143-28-6 18
4 1-Aziridinedecanoic acid. 2.2-di... 283 C16H29N03 056817-99-3 14
5 Cyclopentanecarboxylic acid, 3-t... 310 C20H3802 1000280-58-8 12
Abundance Scan 1090 (14.145 min): BF083444.D (-1087) (-) m/z 57.10 100.00%
57
97 113
5000

43
13.80 14.00 14.20 14.40

200 215 230 45

127 141154 169

0! m/z 113.15 55.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20287: 1-Pentanol, 3-methyl-2-propyl-
57 71
43
5000 27 113 LI LI L L B L O
13.80 14.00 14.20 14.40
m/z 97.10 54 _.50%
ol 14 L8100 | 120143
.”.P.”,”...”.“.”,”...”.“.”,”...”...”,”.w.”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57 71
B e o R S NI
43 13.80 14.00 14.20 14.40
5000 m/z 55.10 27.23%
113
29
0 15 84 97 135149
NN e o e NEEAREEEEEE s s e s e )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #76038: Germane, tetra-1- propynyl B Em R B
113 155 13.80 14.00 14.20 14.40

m/z 83.10 22 .40%

5000

99
0 ‘ % 64m\ M\ HN

|
m/z--> 80 100 120 140 160 180 200 220 240 13. 80 14. 00 14. 20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083444.D

Aca On : 3 Dec 2015 5:21

Operator : UM/I1Z

Sample : 64583-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 unknownl1l4.20 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.20 4.17 ng 350102 Chrysene-di12 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-Phenvl-N"-(2-piperazin-1-vl-et... 276 C14H20N402 332404-00-9 38
2 2-Propvithiazole 127 C6HONS 017626-75-4 38
3 Formaldehvde. dipropvlhyvdrazone 128 C7H16N2 054253-56-4 38
4 2.2-Dimethvl-3-octanone 156 C10H200 005340-64-7 33
5 N-(3-Chloro-2-methyl-phenyl)-N"-__. 324 C15H21CIN402 1000294-79-6 32
Abundance Scan 1095 (14.202 min): BF083444.D (-1092) (-) m/z 99.10 100.00%
57 99
5000
43 8 19 13.80 14.00 14.20 14.40 14.60
ol 113127141 178193 211227 n/z 57.10 02 _A5%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #103929: N-Phenyl-N-(2-piperazin-1-yl-ethyl)-oxalamide
99
5000 R SR SURIRA B R
13.80 14.00 14.20 14.40 14.60
56 70 m/z 111.10 30.13%
0 42 | 84 | 120334 156171 191208 234 276
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280
Abundance
58 99
13.80 14.00 14.20 14.40 14.60
so00] 27 m/z 69.10 23.78%
41 126
85
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11969: Formaldehyde, dipropylhydrazone A RREEE RS E ST
57 99 13.80 14.00 14.20 14.40 14.60
m/z 55.10 22 .08%
5000
43 128
28
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.80 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083444.D

Aca On : 3 Dec 2015 5:21

Operator : UM/I1Z

Sample : 64583-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Dibenzo[c,h][2,6]naphthyridine Concentration Rank 10

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

14 .50 3.95 ng 332368 Chrysene-di12 14.73

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Dibenzolc.hl1l2.61naphthvridine 230 C16H10N2 000218-30-4 78

2 2.5-Methano-2H-thienol3.2-blthio... 230 C10H1402S2 035636-01-2 53

3 11H-Benzolalfluoren-11-one 230 C17H100 000479-79-8 46

4 7H-Benzldelanthracen-7-one 230 C17H100 000082-05-3 38

5 (E)-.alpha.,.alpha."-Dicyanostil... 230 C16H10N2 002450-55-7 38
Abundance Scan 1121 (14.499 min): BF083444.D (-1118) (-) m/z 57.10 100.00%

7 230
97
5000

14.20 14.40 14.60 14.80

o! | 247 577 230.10  85.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #76427: Dibenzo|[c,h][2,6]naphthyridine
230
5000
14.20 14.40 14.60 14.80
m/z 97.10 61.84%
174 202
160 ~) " 189
o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
230
97 IIIIIIIIIIIIIIIIIIIIIIII
43 110 137 14.20 14.40 14.60 14.80
5000 70 m/z 137.15 48.76%
187
27 66 78 123 154
201
O T T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #76451: 11H-Benzo[a]fluoren-11-one T

0 14.20 14.40 14.60 14.80
m/z 43.10  48.54%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.20 14. 40 14. 60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083444.D

Aca On : 3 Dec 2015 5:21

Operator : UM/I1Z

Sample : 64583-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 3-Octadecene, (E)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.64 3.43 ng 288509 Chrysene-di12 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octadecene. (E)- 252 C18H36 007206-19-1 92
2 1-Docosene 308 C22H44 001599-67-3 90
3 17-Pentatriacontene 491 C35H70 006971-40-0 87
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 87
5 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 80
Abundance Scan 1133 (14.637 min): BF083444.D (-1131) (-) m/z 57.10 100.00%
g7
83
5000
139167 215 14.40 14.60 14.80 15.00
Ob Al Zra m/z 43.10 87.98%
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #89787: 3-Octadecene, (E)-
41 |69
97
5000 R UL BSURL AU SUM
14.40 14.60 14.80 15.00
‘ m/z 55.10 81.43%
125
i “\ 154182 224252
BRI FURLELEL DAL UL SARLELELA UARLLESN UL SR DAL SAR
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
55
97 1440 14.:60 14.80 15.00
5000 m/z 83.10 71.14%
29
125
o 153181 308
m/iz--> 0 50 100 150 200 250 300 350 400 450 '
Abundance #168066: 17-Pentatriacontene R AN EEEa T S S
43 14.40 14.60 14.80 15.00
m/z 69.10 67.29%
5000 83
J 111
o | ||| 139167196224 267292 321 462 490
m/z--> 0 50 100 150 200 250 300 350 400 450 ' 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083444.D

Aca On : 3 Dec 2015 5:21

Operator : UM/I1Z

Sample : 64583-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 unknownl5.83 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.83 4_.07 ng 200688 Perylene-d12 16.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C1l6H32 015796-04-0 38
2 Octane. 2-bromo- 192 C8H17Br 000557-35-7 27
3 Dibutvl itaconate 242 C13H2204 002155-60-4 12
4 2.4.4.6-Tetramethvl-6-phenvl-2-h... 230 C17H26 1000293-27-8 11
5 Bicyclo[3.2.1]oct-2-ene, 3-chloro- 142 C8H11ClI 035242-17-2 11
Abundance Scan 1237 (15.825 min): BF083444.D (-1234) (-) m/z 57.10 100.00%
57
97
113
5000
83 149
a1 | | 160 202 o3 %P 15,60 15.80 16.00 16,20
0 SN N 0 O P YOO ,1.35.‘.,..-.'.,~..'..,1.5.‘7..r|....,..l..2,~‘.“.‘.~~.|~, 22 'm/z 97.10 66.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72508: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57
5000 LRI BRI SULIULE FUMIU U
15.60 15.80 16.00 16.20
97113 m/z 113.20 53.09%
m/z--> 20 40 éo éo 160 120 140 160 180 200 220 240 260
Abundance
57 71
4s ' 15.60 15,80 16.00 16,20
5000 m/z 149.00 28.76%
113
29
ol 15 85 135149
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83401: Dibuty! itaconate L B B B
113 15.60 15.80 16.00 16.20
m/z 55.10 26.62%
57
5000 29 86
131
ob15 | 43 | 71 I | 7 150 0 187201 242
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240 260 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083444.D

Aca On : 3 Dec 2015 5:21

Operator : UM/I1Z

Sample : 64583-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 unknownl5.87 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.87 6.15 ng 303255 Perylene-di12 16.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanethioic acid. S-decvl ester 272 C16H320S 002432-81-7 38
2 1.4-Dioxaspirol4._51decan-8-one 156 C8H1203 004746-97-8 38
3 Tributvl phosphate 266 C12H2704P 000126-73-8 38
4 N-Phenvl-N"-(2-piperazin-1-vl-et... 276 C14H20N402 332404-00-9 38
5 2-Propylthiazole 127 C6HONS 017626-75-4 35
Abundance Scan 1241 (15.871 min): BF083444.D (-1239) (-) m/z 99.10 100.00%
57 99
5000
155
13 & | 15,60 15.80 16.00 16.20
256 : : :
0 ...,....,||...|.|,..|"..,|:'... i b AT AL 2950212 "m/z 57.10 81.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #101788: Hexanethioic acid, S-decyl ester
99
5000 71 L B SR I SULE
43 15.60 15.80 16.00 16.20
m/z 155.15 26 .56%
o2 | 5| & 117 i 156173 212 o4a 272
m/z--> 20 40 60 éo 100 120 150 160 180 200 220 240 260 280
Abundance
99
15,60 15.80 16.00 16.20
5000 m/z 111.10 25.96%
55
oL 28 70 84 126141156
mﬁwﬁwﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #97591: Tributyl phosphate B A RRREE R
99 15.60 15.80 16.00 16.20
m/z 69.10 21.51%
5000 29
> 125 s 211
. 13| s | i 183
m/z--> ﬁo Jo 60 80 100 120 140 1é0 180 200 220 240 260 280 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083444.D

Aca On : 3 Dec 2015 5:21

Operator : UM/I1Z

Sample : 64583-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Dibenz(a,e)aceanthrylene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

20.44 2.89 ng 142635 Perylene-di12 16.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenz(a.e)aceanthrvlene 302 C24H14 005385-75-1 92
2 1.2:4.5-Dibenzopvrene 302 C24H14 000192-65-4 70
3 3.4:9.10-Dibenzopvrene 302 C24H14 000189-55-9 62
4 3.4:8.9-Dibenzopvrene 302 C24H14 000189-64-0 62
5 Dibenzo[fg,op]naphthacene 302 C24H14 000192-51-8 52

Abundance Scan 1641 (20.443 min): BF083444.D (-1637) (-) m/z 302.20 100.00%

302
5000

324 351 2020 20.40 20.60 20.80
(o} m/z 57.10 43.22%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #118895: Dibenz(a,e)aceanthrylene
302

5000 LI L L L L L L L LB
20. 20 20 40 20 60 20 80
151 m/z 71.10 33.21%
ok 39 74 100 124 | 174 198 222 248 274 i
I e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
302
R A REE S
20.20 20.40 20.60 20.80
5000 m/z 300.20 26.31%
151
0 69 100 124 248 274
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #118893: 3,4:9,10-Dibenzopyrene — . . . R B e o
302 20. 20 20 40 20 60 20 80
m/z 303.20 25.60%
5000
151
o 63 99 125 | 174 198 222 248 274
T e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083444.D

Aca On : 3 Dec 2015 5:21

Operator : UM/I1Z

Sample : 64583-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Coronene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
21.40 3.07 ng 151623 Perylene-di12 16.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Coronene 300 C24H12 000191-07-1 55
2 Benzothiophene-3-carbonitrile. 4... 300 C16H13CIN2S 069438-07-9 43
3 Clobazam 300 C16H13CIN202 022316-47-8 38
4 10H-Phenothiaphosphine. 7-chloro... 300 C12H7CIFO2PS 054934-84-8 38
5 Sulazepam 300 C16H13CIN2S 002898-13-7 38
Abundance Scan 1725 (21.403 min): BF083444.D (-1718) (-) m/z 300.10 100.00%
57 300
150
5000
282
169 1912¢8 ZTS 372 21.00 21.20 21.40 21.60 21.80
0! R e e L L L m/z 57.10 83.00%
m/z--> 50 100 150 200 250 300 350
Abundance #117855: Coronene
300
150
5000 LSRRI SRR BN B
21.00 21.20 21.40 21.60 21.80
m/z 71.10 63.63%
oL % 69 100 123 ‘ 174194 222 246 276
m/z--> 55 160 1éo 260 2%0 300 3éo
Abundance
300
21/00 21.20 21.40 21.60 21.80
5000 272 m/z 149.95 61.70%
39 57 89 108125 150 183 A1
ol bl by e b L b W
m/z--> 55 160 1éo 260 250 300 3%0
Abundance #117466: Clobazam
77 300 21.00 21.20 21.40 21.60 21.80
m/z 43.10 58.04%
5000
0 T LSRRI SRR BN B
m/z--> 350 21.00 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF120215\
Data File : BF083444.D

Acq On - 3 Dec 2015 5:21

Operator : UM/1Z

Sample - G4583-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113015.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... 4.65 32.7 ng 1557350 1 6.53 952052 20.0
Benzene, 1,3-dime... 5.05 2.8 ng 134571 1 6.53 952052 20.0
unknown6 .32 6.32 115.7 ng 5507870 1 6.53 952052 20.0
Hexadecane 10.03 3.5 ng 229310 3 9.57 1312710 20.0
Pentadecane 10.51 3.4 ng 238058 4 11.10 1402160 20.0
Tridecanoic acid 11.81 5.4 ng 377492 4 11.10 1402160 20.0
Benzaldehyde, 3,5... 11.85 4.2 ng 291282 4 11.10 1402160 20.0
unknownl12 .89 12.89 2.8 ng 196467 4 11.10 1402160 20.0
unknownl14 .01 14.01 3.0 ng 251747 5 14.73 1681140 20.0
unknownl14 .15 14.15 2.8 ng 237161 5 14.73 1681140 20.0
unknown14 .20 14.20 4.2 ng 350102 5 14.73 1681140 20.0
Dibenzo[c,h][2,6]--. 14.50 4.0 ng 332368 5 14.73 1681140 20.0
3-Octadecene, (E)- 14.64 3.4 ng 288509 5 14.73 1681140 20.0
unknownl15.83 15.83 4.1 ng 200688 6 16.80 986388 20.0
unknownl15 .87 15.87 6.2 ng 303255 6 16.80 986388 20.0
Dibenz(a,e)aceant... 20.44 2.9 ng 142635 6 16.80 986388 20.0
Coronene 21.40 3.1 ng 151623 6 16.80 986388 20.0
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