LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083443.D

Aca On : 3 Dec 2015 4:51

Operator : UM/I1Z

Sample : 64583-04

Misc :

ALS Vial : 30 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 838084 1613099 28.02% 2.767%
2 5.127 299 301 310 rBVY 4343941 5117344 88.90% 8.778%
3 6.213 393 396 398 rBY 5087103 5552181 96.45% 9.524%
4 6.316 402 405 407 rBV 5399680 5585774 97 .03% 9.582%
5 6.533 422 424 427 rBV 785110 908712 15.79% 1.559%
6 6.693 436 438 441 rBV 4008120 3869487 67.22% 6.638%
7 7.116 472 475 477 rBVY 3357538 3788963 65.82% 6.499%
8 7.253 485 487 491 rBV 37126 63333 1.10% 0.109%
9 7.825 535 537 543 rVB2 1351650 1408585 24.47% 2.416%
10 8.213 569 571 574 rBV 57070 65119 1.13% 0.112%
11 8.545 597 600 602 rVB 65917 87972 1.53% 0.151%
12 8.636 606 608 610 rBV 72419 60812 1.06% 0.104%
13 8.785 619 621 625 rBV 74253 94976 1.65% 0.163%
14 8.910 629 632 634 rBY 5723220 5756563 100.00% 9.875%
15 9.002 639 640 642 rVB 70176 69132 1.20% 0.119%
16 9.242 659 661 662 rBV 43848 60034 1.04% 0.103%
17 9.310 665 667 669 rvv 491444 471481 8.19% 0.809%
18 9.345 669 670 674 rVB2 35425 64759 1.12% 0.111%
19 9.436 674 678 679 rBV 49940 79706 1.38% 0.137%

20 9.528 684 686 688 rBvV 113640 125446 2.18% 0.215%

21 9.573 688 690 692 rvvV 1440402 1417116 24.62% 2.431%
22 9.608 692 693 695 rvB 133915 100124 1.74% 0.172%
23 9.779 704 708 710 rBV3 41459 74454 1.29% 0.128%
24 9.996 723 727 728 rBV3 40863 73152 1.27% 0.125%
25 10.031 728 730 731 rVB 151667 140360 2.44% 0.241%

26 10.111 736 737 739 rVvV 73002 80754 1.40% 0.139%
27 10.248 746 749 750 rBV 86548 122124 2.12% 0.209%
28 10.362 756 759 762 rBV 3166663 3212237 55.80% 5.510%
29 10.511 769 772 775 rBV 136572 267515 4._.65% 0.459%

30 10.602 778 780 782 rVB2 56427 70245 1.22% 0.120%
31 10.636 782 783 788 rBV3 36430 82664 1.44% 0.142%
32 10.716 788 790 792 rBV2 39255 68955 1.20% 0.118%
33 10.842 800 801 804 rvB3 38219 60229 1.05% 0.103%
34 10.991 813 814 816 rBV 70951 95546 1.66% 0.164%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083443.D

Aca On : 3 Dec 2015 4:51

Operator : UM/I1Z

Sample : 64583-04

Misc :

ALS Vial : 30 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-BF113015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.105 822 824 829 rBV2 1000625 1671019 29.03% 2.866%

36 11.196 829 832 835 rVvB 125477 160525 2.79% 0.275%

37 11.391 847 849 853 rVB 46846 63221 1.10% 0.108%
38 11.505 857 859 862 rvB 61956 77750 1.35% 0.133%
39 11.596 863 867 872 rVB6 22447 58692 1.02% 0.101%
40 11.711 875 877 879 rBvV 73962 85428 1.48% 0.147%

41 11.745 879 880 883 rvB 85524 103966 1.81% 0.178%
42 11.814 883 886 887 rBV 183421 258140 4.48% 0.443%
43 11.848 887 889 891 rvv2 189787 281243 4._.89% 0.482%

44 11.882 891 892 897 rvB2 66245 73676 1.28% 0.126%
45 12.134 912 914 920 rVB5 33379 87210 1.51% 0.150%
46 12.225 920 922 924 rBV 45254 61088 1.06% 0.105%

47 12.442 937 941 943 rBV2 70900 157436 2.73% 0.270%
48 12.499 943 946 948 rvv2 47834 118132 2.05% 0.203%
49 12.557 948 951 954 rVB3 43617 106209 1.85% 0.182%
50 12.637 955 958 961 rBvV 641923 718287 12.48% 1.232%

51 12.717 962 965 968 rBvV2 52483 89359 1.55% 0.153%
52 12.774 968 970 973 rvVvB2 44718 80634 1.40% 0.138%
53 12.888 977 980 982 rBV2 74750 143583 2.49% 0.246%
54 12.945 982 985 987 rvv 742255 961330 16.70% 1.649%
55 13.002 987 990 994 rVB5 42694 112549 1.96% 0.193%

56 13.197 1004 1007 1010 rVB 2808027 4667935 81.09% 8.007%

57 13.277 1010 1014 1017 rBV3 52912 93763 1.63% 0.161%
58 13.437 1025 1028 1032 rVB2 99438 199507 3.47% 0.342%
59 13.528 1033 1036 1038 rVB2 75459 98000 1.70% 0.168%
60 13.574 1038 1040 1044 rBvV4 68464 160606 2.79% 0.275%
61 13.711 1049 1052 1054 rVB 49945 78724 1.37% 0.135%
62 13.757 1054 1056 1059 rBV 57586 96739 1.68% 0.166%

63 13.928 1068 1071 1074 rBV 105484 176884 3.07% 0.303%
64 14.008 1075 1078 1081 rVB 139160 206598 3.59% 0.354%
65 14.145 1087 1090 1092 rBVZ2 86914 200767 3.49% 0.344%

66 14.202 1092 1095 1098 rVV2 169264 296764 5.16% 0.509%
67 14.260 1098 1100 1103 rVB2 66686 117113 2.03% 0.201%
68 14.340 1104 1107 1109 rVvVv 51186 87883 1.53% 0.151%
69 14.385 1109 1111 1115 rVV2 54190 142048 2.47% 0.244%
70 14.488 1118 1120 1125 rVB2 115381 219852 3.82% 0.377%

71 14.637 1131 1133 1135 rBV2 161720 327388 5.69% 0.562%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083443.D

Aca On : 3 Dec 2015 4:51

Operator : UM/I1Z

Sample : 64583-04

Misc :

ALS Vial : 30 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 14.682 1135 1137 1138 rVV 103177 126353 2.19% 0.217%
73 14.728 1138 1141 1143 rBV2 688215 1151540 20.00% 1.975%
74 14.877 1152 1154 1156 rVB 59507 84891 1.47% 0.146%
75 15.048 1166 1169 1171 rVB2 57114 108568 1.89% 0.186%

76 15.105 1171 1174 1177 rBV3 57715 143311 2.49% 0.246%
77 15.163 1177 1179 1182 rVV 120627 189589 3.29% 0.325%
78 15.220 1182 1184 1189 rVV 43192 73338 1.27% 0.126%
79 15.631 1217 1220 1227 rVB 111681 248206 4_.31% 0.426%
80 15.837 1235 1238 1239 rBV 56719 100735 1.75% 0.173%

81 15.871 1239 1241 1244 rVB 95441 131963 2.29% 0.226%
82 16.283 1274 1277 1279 rBV 262205 499046 8.67% 0.856%
83 16.420 1287 1289 1292 rVB 60813 90065 1.56% 0.154%
84 16.648 1307 1309 1311 rVV 177025 233721 4._.06% 0.401%
85 16.717 1312 1315 1318 rVB 221584 298329 5.18% 0.512%

86 16.797 1319 1322 1328 rVV 581276 945712 16.43% 1.622%
87 17.517 1382 1385 1392 rVB9 42729 128457 2.23% 0.220%

88 18.169 1439 1442 1447 rVB2 100206 205386 3.57% 0.352%
89 18.546 1472 1475 1480 rVB 89160 188956 3.28% 0.324%

Sum of corrected areas: 58297167
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083443.D

Aca On : 3 Dec 2015 4:51

Operator : UM/I1Z

Sample : 64583-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF083443.D
6.32
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083443.D

Aca On : 3 Dec 2015 4:51

Operator : UM/I1Z

Sample : 64583-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4._.65 35.50 ng 1613100 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-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 259 (4.647 min): BF083443.D (-257) (-) m/z 43.10 100.00%

43
59
5000
101

4.40 4.60 4.80 5.00

83
A /7% 1| RS S A m/z 59.10 54.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 LIS I L L L L L L L L
4.40 4.60 4.80 5.00
m/z 101.10 14.97%
2 3 a7 | 83 o3 1%
SRS PPV ZF58 PRSRERRS | NN MM £ SN M
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
R Ea e AR Ramms
4.40 4.60 4.80 5.00
5000 m/z 58.10 14 .20%
41
53 73 86
SRS 17HYMES B 1S 71 1 SN L AN - SR HE—
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- T .
59 4.40 460 480 500

m/z 41.10 9.08%

5000 41
31
‘ 69 &7
15 M‘ WL S8yl ‘ 98

o..,.”.,...w....,”..,...w....,”..,..”,....,”..,. ”..,”..,”..,.”.,.”

m/z--> 10 20 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083443.D

Aca On : 3 Dec 2015 4:51

Operator : UM/I1Z

Sample : 64583-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown6.32 Concentration Rank 1

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

6.32 122.94 ng 5585770 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 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 405 (6.316 min): BF083443.D (-402) (-) m/z 132.10 100.00%
132
5000 68
40 sy 7 & 9|6 511 J '6.00 620 640 6.60
o AL 8T LS~ m/z 68.05 49.72%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 USSR SRR AR SR
6.00 6.20 6.40 6.60
31 51 78 m/z 134.10 34.20%
0'|""'H‘|l'H'l'l""l""l""'l""l""l""l""
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 '6.00 620 640 6.60
5000 gg 116 m/z 66.05 30.85%
0 89 | 107 158 189
miz-> 20 40 60 80 100 120 140 160 180 N
Abundance #13917: Benzene, 1,2,4-trifluoro- L L L B L B LB L
132 6.00 6.20 6.40 6.60
m/z 69.10 19.33%
5000 63 o1
31 101 112
Ol a - .?e;‘,“.‘i7.2‘.i‘. lg.z. |‘-‘- I - L e
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083443.D

Aca On : 3 Dec 2015 4:51

Operator : UM/I1Z

Sample : 64583-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.51 3.20 ng 267515 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Octacosane 394 C28H58 000630-02-4 78
3 Octadecane 254 C18H38 000593-45-3 72
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 72
5 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 64
Abundance Scan 772 (10.511 min): BF083443.D (-769) (-) m/z 57.10 100.00%
57
5000 85
121 10.20 10.40 10.60 10.80
163
0 ‘,' AL s | | m/z 43.10 66.93%
m/z--> 50 100 150 200 250 300 350
Abundance #73965: Hexadecane
57
5000 ISR SRR ARSUNARRE
a5 mmmmmmmm
29 m/z 71.10 61.26%
ol k | | J 113 141 169 197 226
m/z--> 55 160 150 200 2éo 360 3éo '
Abundance
57
10,20 10.40 10.60 10.80
5000 g5 m/z 85.10 37.63%
29
o 113 141 169 197 225 253 281 309 337 365 394
LRI IR WU S UL SRR UL SRR
m/z--> 50 100 150 200 250 300 350
Abundance #91036: Octadecane B e e A R RS
57 10.20 10.40 10.60 10.80
m/z 41.10 29.49Y%
5000 85
29
ob i by M 141 160 197 25 254
m/z--> 55 160 1%0 260 2éo 360 3éo ' 1020 1040 1060 1080 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083443.D

Aca On : 3 Dec 2015 4:51

Operator : UM/I1Z

Sample : 64583-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Tridecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.81 3.09 ng 258140 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 90
2 Pentadecanoic acid 242 C15H3002 001002-84-2 62
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 38
Abundance Scan 886 (11.814 min): BF083443.D (-883) (-) m/z 73.10 100.00%
57 7B
5000 129 192
o 115 171 213
143157 297 256 11.40 11.60 11.80 12.00 12.20
0! m/z 43.10 94 .93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
60 73
43
5000 129 S BRI i
29 nmnmnmnmnm
214 m/z 57.10 89.15%
143157
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
1140 11.60 11.80 12.00 12.20
5000 - 129 m/z 60.10 80.33%
87 242
143 199
115 185
101 157171 213
O R e A R A maa e RARRRE
m/z--> ﬁo 45 eb éo 160 150 150 160 180 200 220 250 2é0
Abundance #75072: Tetradecanoic acid Ea ARas REE S L
60 73 11.40 11.60 11.80 12.00 12.20
43 m/z 41.10 66.90%
5000 129
29
oL 15
m/z--> 20 40 60 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 : BF083443.D

Aca On : 3 Dec 2015 4:51

Operator : UM/I1Z

Sample : 64583-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 4H-Cyclopenta[def]phenanthrene Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.85 3.37 ng 281243 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70
2 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 35
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 30
4 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 20
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 20

Abundance Scan 889 (11.848 min): BF083443.D (-887) (-) m/z 190.05 100.00%
190
5000 JA\
94 .”.......” DN
81 mwuwmf% 207 1160 11,80 12.00 12.20
0! m/z 189.10 93.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190

5000 RN e ma e
11. 60 11. 80 12. OO 12. 20

m/z 192.10 71.50%

oL 273950 63 8L | 110122 137150163 175 |

RSN SRS (UL I ”.,”..“..w..”,
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance

94

192

11.60 11. 80 12. OO 12.20

5000 m/z 191.10 52.84%
95 165
83
28 39 51 63 115126 139 152 | 176
T T T T T T T e T T T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50627: Phenanthrene, 2-methyl-
192 11.60 11.80 12.00 12.20
m/z 94.60 25.73%
5000
94 165
27 39 51 63 82 ' 115126139152 | 176 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 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 : BF083443.D

Aca On : 3 Dec 2015 4:51

Operator : UM/I1Z

Sample : 64583-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 unknownl3.44 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.44 3.47 ng 199507 Chrysene-di12 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 49
2 7H-Benzolclfluorene 216 C17H12 000205-12-9 43
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 43
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 43
5 Pyrene, 1-methyl- 216 C17H12 002381-21-7 38
Abundance Scan 1028 (13.437 min): BF083443.D (-1025) (-) m/z 97.10 100.00%
g7 216
57
5000
69 83 l 1 ' 13.20 13.40 13.60 13.80
126 139151 169 228240 : : :
0 ,....,“...‘:-, ol 19 m/z 216.15 92.08%
m/z--> 20 80 100 120 140 160 180 200 220 240
Abundance #67030: 11H-Benzo[b]fluorene
216
5000
13.20 13.40 13.60 13.80
o7 m/z 57.10 74 .35%
0273950 63 81 94" 122 139151163176189 |
miz-> 20 40 60 80 160 120 140 160 180 200 220 240
Abundance
216
' 13.20 13.40 13.60 13.80
5000 m/z 215.10 69.18%
o5 108
82 189
O B B e et e e o e e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67037: Fluoranthene, 2-methyl- Y e e
216 13.20 13.40 13.60 13.80
m/z 55.10 31.81%
5000

%

108 189
273950 6374 95 | 122134 150163176 7202 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13 20 13. 40 13 60 13. 80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083443.D

Aca On : 3 Dec 2015 4:51

Operator : UM/I1Z

Sample : 64583-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Pyrene, 1-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.57 2.79 ng 160606 Chrysene-di12 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 91
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 81
3 Pvrene. 2-methvl- 216 C17H12 003442-78-2 74
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 70
5 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 64
Abundance Scan 1040 (13.574 min): BF083443.D (-1038) (-) m/z 216.10 100.00%
216
5000
55 ¥ 107 189 232
43 71 127 13.20 13.40 13.60 13.80
153 177 | 201
0 139 m/z 215.10 65.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67024: Pyrene, 1-methyl-
216
5000 USRI I
13.20 13.40 13.60 13.80
94 108 189 m/z 217.10 25.80%
o 27 50 63 81 “ 122 137150163175 | 201 \
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240
Abundance
216
13.20 13.40 13.60 13.80
5000 m/z 94.60 22 .50%
107
ol14 27 44 63 81 94 122 139151163176189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67025: Pyrene, 2-methyl- R AR L
216 13.20 13.40 13.60 13.80
m/z 213.10 14 .15%
5000 95
108
o s365 81 | | 122 150163 201 |
m/z--> 20 40 60 50 160 120 140 160 180 200 220 240 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083443.D

Aca On : 3 Dec 2015 4:51

Operator : UM/I1Z

Sample : 64583-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Isoxazole, 3,5-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.93 3.07 ng 176884 Chrysene-di12 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isoxazole. 3.5-dimethvl- 97 C5H7NO 000300-87-8 53
2 2-Hexene. 3.4.4-trimethvl- 126 C9H18 053941-19-8 40
3 2.4.4.6.6.8.8-Heptamethvl-2-nonene 224 C16H32 039761-73-4 40
4 2-Thiopheneacetic acid. 2-methvl... 198 C10H1402S 1000278-95-4 38
5 2-Thiopheneacetic acid, 2-butyl ... 198 C10H1402S 1000278-92-0 38
Abundance Scan 1071 (13.928 min): BF083443.D (-1068) (-) m/z 97.10 100.00%
g7
57
5000
a1 | g 83 | M3 13.60 13.80 14.00 14.20
153 : : : :
Ob et bt ] 125137 193167 208217 234 eS0T 59 gon
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #2915: Isoxazole, 3,5-dimethyl-
g 97
5000 54 SR SRR AR SULIN SRR
13.60 13.80 14.00 14.20
m/z 55.10 18.46%
27 39‘ 69
0 Ph'dh'“I'L'“”'JP"W"”I'”'I”"P"'"”I'”'I”'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55 97
13.60 13.80 14.00 14.20
5000 a1 m/z 113.15 15.45%
69
27
126
83 111
S L R R S B B SRS SRS BN AR SaR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #72509: 2,4,4,6,6,8,8-Heptamethyl-2-nonene R R RARESmmERS
o7 13.60 13.80 14.00 14.20
m/z 98.10 10.08%
5000
55
69 81 111 224
Oy 126340 150 175288 206 L T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083443.D

Aca On : 3 Dec 2015 4:51

Operator : UM/I1Z

Sample : 64583-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 unknownl14.01 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.01 3.59 ng 206598 Chrysene-di12 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphite. tris(2.4-dimethylpent... 376 C21H4503P 1000159-84-4 32
2 3.7-Undecanedione. 6.6.10-trimet... 226 C14H2602 088725-83-1 30
3 2-Propvilthiazole 127 C6HONS 017626-75-4 18
4 4.8.12.16-Tetramethvlheptadecan-... 324 C21H4002 096168-15-9 14
5 5-Amino-3-methyl-1,2,4-oxadiazole 99 C3H5N30 003663-39-6 14
Abundance Scan 1078 (14.008 min): BF083443.D (-1075) (-) m/z 99.10 100.00%
57 Jo
5000 137
LRI AN SRR SURIL B
178 231 13.60 13.80 14.00 14.20 14.40
oLl ll?J'. ol geBoos L, e 0 04 66T
m/z--> 50 100 150 200 250 300 350
Abundance #150360: Phosphite, tris(2,4-dimethylpent-3-yl-
57 99
5000 AR SRR S SRR B
137 13. 60 13 80 14. 00 14. 20 14. 40
o7 163 m/z 97.10 74 .32%
S - A e 261279 333 376
m/z--> §0 160 1éo 200 2éo 300 3%0
Abundance
57 99
13.60 13.80 14.00 14.20 14.40
5000 127 m/z 43.10 65.84%
29 170
0 77 152 | 189 211
m/z--> §0 160 1éo 260 2éo 360 3%0
Abundance #11409: 2-Propylthiazole T
58 99 13. 60 13 80 14. 00 14. 20 14. 40

m/z 137.10 42 .63%

5000 27
126
‘l L I | b M

0 B L e e e e B L e e e e e e R R REEE s

m/z--> 50 100 150 200 250 300 350 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 : BF083443.D

Aca On : 3 Dec 2015 4:51

Operator : UM/I1Z

Sample : 64583-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 unknownl14.15 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.15 3.49 ng 200767 Chrysene-di12 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 4-(bromomethvl)- 192 C8H17Br 101654-29-9 38
2 Octane. 2-bromo- 192 C8H17Br 000557-35-7 35
3 Borinic acid. diethvl-. (2-ethvl... 198 C9H20B203 058163-56-7 27
4 Bicvclol3.2.1Toct-2-ene. 3-chloro- 142 C8H1i1ClI 035242-17-2 18
5 Triallylmethylsilane 166 C10H18Si 001112-91-0 16
Abundance Scan 1090 (14.145 min): BF083443.D (-1087) (-) m/z 57.10 100.00%
57
5000 97 113
) 20 50 oo 1aa 1a0 T
149 169 215 . . . .
N ,..||. ; ,'|.'. bk 225 D B W 28 Tm/z 113.15  50.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #50802: Heptane, 4-(bromomethyl)-
57
5000 1 AR S LA AR B
41 113 Bmmmmmmm
m/z 97.10 50.17%
0 “ ‘ | ) 83 99 | 149 192
m/z--> ﬁo J éo 85 160 150 150 1éo 180 200 250 250
Abundance
57 71
45 13.80 14.00 14.20 1440
5000 m/z 55.10 28.95%
113
29
oL 15 83 g7 135 149
m/z--> ﬁo Jo éo 80 160 120 140 160 180 200 250 250
Abundance #55386: Borinic acid, diethyl-, (2-ethyl-1,3,2-dioxaborola... R EREmm R B
113 13.80 14.00 14.20 14.40
m/z 83.10 23.32%
5000 57
28 169
0 I H\ “ \‘ ! 126139151 “
m/z--> 2'0 4I ' 8|0 1(')0 120 14'10 1('30 180 200 250 24'10 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 : BF083443.D

Aca On : 3 Dec 2015 4:51

Operator : UM/I1Z

Sample : 64583-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 unknownl14.20 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.20 5.15 ng 296764 Chrysene-di12 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Butoxv-2.4-dimethvl-2-pentene 170 C11H220 1000159-08-7 45
2 1-Pvrrolidinocarbonvimethvl pipe... 197 C10H19N30 039890-45-4 40
3 2-Propvithiazole 127 C6HONS 017626-75-4 38
4 N-Phenvl-N"-(2-piperazin-1-vl-et... 276 C14H20N402 332404-00-9 38
5 1,4-Dioxaspiro[4.5]decan-8-one 156 C8H1203 004746-97-8 32
Abundance Scan 1095 (14.202 min): BF083443.D (-1092) (-) m/z 99.10 100.00%
57 Jo
5000
111
a 1w | i 1350 40 0 e e
167 : : : : :
o s L | of L2 2 Thyz 57.10 0 82.31%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #36113: 4-Butoxy-2,4-dimethyl-2-pentene
99
43
5000 R DU B B
29 55 155 13. 80 14. oo 14. 20 14. 40 14. eo
m/z 111.10 30.53%
0 ‘\‘\ \\ M “\ ‘\\ 115127139 1 170
m/z--> ﬁo 45 60 100 120 150 160 180 260 250 '
Abundance
99
13.80 14.00 14.20 14.40 14.60
5000 56 m/z 97.10 27.12%
2 70 129 155
o 113 141 168180 197
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11409: 2-Propylthiazole A RREEE RS E T
58 99 13.80 14.00 14.20 14.40 14.60
m/z 69.10 25.40%
27 112
5000 39
126
15 71 gg
0 R o o S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1380 1400 1420 1440 1460

8270-BF113015.M Thu Dec 03 19:34:01 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083443.D

Aca On : 3 Dec 2015 4:51

Operator : UM/I1Z

Sample : 64583-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 unknownl4.49 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.49 3.82 ng 219852 Chrysene-di12 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Azido-2.4.4.6.6.8.8-heptamethy... 267 C16H33N3 1000293-29-1 27
2 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 25
3 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 17
4 2-Azido-2.4.4.6.6-pentamethvlhep... 211 C12H25N3 1000293-29-0 14
5 Thiocyanic acid, 1,1,3,3-tetrame... 171 C9H17NS 089601-36-5 14
Abundance Scan 1120 (14.488 min): BF083443.D (-1118) (-) m/z 57.10 100.00%
57
5000 43 o7

14.20 14.40 14.60 14.80

167

195207 225

0! m/z 97.10 48 .40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #98624: 2-Azido-2,4,4,6,6,8,8-heptamethylnonane
57
5000 LA L L L L LN
14.20 14.40 14.60 14.80
99 m/z 43.10 41 .97%
83 112
0 in 6\9 Ly \\M il 129 154 168
I L B B B B H AR ma e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
B AN RS ma
14.20 14.40 14.60 14.80
5000 m/z 99.10 31.61%
97 113
69 83
0 126137 153 168
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65767: Heptane, 1,1'-oxybis- e R e S
57 14. 20 14. 40 14. 60 14. 80

m/z 137.10 31.07%

5000
70
H | ﬂ 83 H\ 117 135148 171

o.”,.”.,”. = e R L MM et el d liunadns

m/z--> 60 80 100 120 140 160 180 200 220 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 : BF083443.D

Aca On : 3 Dec 2015 4:51

Operator : UM/I1Z

Sample : 64583-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 1-Nonadecanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.64 5.69 ng 327388 Chrysene-di12 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecanol 284 C19H400 001454-84-8 90
2 11-Tricosene 322 C23H46 052078-56-5 87
3 1-Octadecanol 270 C18H380 000112-92-5 87
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 87
5 Hexadecen-1-ol, trans-9- 240 C16H320 064437-47-4 83

Abundance Scan 1133 (14.637 min): BF083443.D (-1131) (-) m/z 57.10 100.00%

83
41
5000
151 14.40 14.60 14.80 15.00
29 167 197215 244260
Ok m/z 43.10 76.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #108955: 1-Nonadecanol
43 83
5000 LA L L L L L L L L L
14.40 14.60 14.80 15.00
) 6 m/z 55.10 73.49%
ob it Al 168 196 227238 266
ERARARENLERSSEA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
R EE e EEAEE RERE S B
14.40 14.60 14.80 15.00
5000 83 m/z 83.10 66.55%

111
o 140 168 196 224243 266 294 322
4

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

Abundance #100814: 1-Octadecanol AN EEa TS S S
14.40 14.60 14.80 15.00

m/z 69.10 63.36%

5000

167 195 224 252

T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 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 : BF083443.D

Aca On : 3 Dec 2015 4:51

Operator : UM/I1Z

Sample : 64583-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 unknownl15.11 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.11 2.49 ng 143311 Chrysene-di12 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Aminopvrene 217 C16H1IN 001606-67-3 46
2 11H-Benzolalcarbazole 217 C16H11N 000239-01-0 46
3 Benzo(b)carbazole 217 C16H11N 000243-28-7 43
4 3-Fluoranthenamine 217 C16H11N 002693-46-1 43
5 7H-Benzo[c]carbazole 217 C16H11IN 000205-25-4 38

Abundance Scan 1174 (15.105 min): BF083443.D (-1171) (-) m/z 217.20 100.00%

7

5000

165 189 239 258

120 137 14.80 15.00 15.20 15.40

m/z 57.10 77 .84%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67500: 1-Aminopyrene
2

5000

14.80 15.00 15.20 15.40
m/z 99.10  44.14%

123 150165

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
217
R N REREEmEE
14.80 15.00 15.20 15.40
5000 m/z 218.10 26.16%
109
o 51 72 % 139 163 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67501: Benzo(b)carbazole
217 14.80 15.00 15.20 15.40
m/z 83.10 25.77%
5000

39 63 78 94109124139 163 189
MmN B
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1480 1500 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083443.D

Aca On : 3 Dec 2015 4:51

Operator : UM/I1Z

Sample : 64583-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 Bis(3,7-dimethyloctyl) meth... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.16 3.29 ng 189589 Chrysene-di12 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bis(3.7-dimethvloctvl) methvipho... 376 C21H4503P 1000298-35-2 50
2 4H-1.2.4-Triazole. 4-ethvl- 97 C4H7N3 043183-55-7 50
3 4-Undecen-6-one 168 C11H200 032064-74-7 50
4 Bicvclol3.2.0lheptan-2-one. 6-hv... 166 C10H1402 1000154-96-8 42
5 Cyclopentanecarboxylic acid, 4-h... 338 C22H4202 1000282-77-5 42
Abundance Scan 1179 (15.163 min): BF083443.D (-1177) (-) m/z 97.10 100.00%
o7
5000 o7
4 14:80 15.00 15.20 1540
153
ol ....,'f...I!,..h..?*.*.. S A8 192 218 244289 314 n/z 57.10  51.38%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #150361: Bis(3,7-dimethyloctyl) methylphosphonate
97
5000 L B UL SR IS B
14.80 15.00 15.20 15.40
43 o3y m/z 99.10 30.47%
0 |, %9 123 151 181 263 201
miz-> 20 40 60 éo 100 150 140 160 180 200 220 240 260 280 300
Abundance
97
14:80 15.00 15.20 15.40
5000 m/z 55.10 14 .80%
28 82
55
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #34600: 4-Undecen-6-one R R RREEEEa
55 97 14.80 15.00 15.20 15.40
m/z 43.10 14 .57%
5000 12
70
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083443.D

Aca On : 3 Dec 2015 4:51

Operator : UM/I1Z

Sample : 64583-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 Cyclohexane, 1-bromo-4-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.63 4.31 ng 248206 Chrysene-di12 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l1l-bromo-4-methvl- 176 C7H13Br 006294-40-2 53
2 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 53
3 3-Cvclohexene-1-carboxvlic acid.... 273 C17H23N02 051931-66-9 53
4 Isoxazole. 3.5-dimethvl- 97 C5H7NO 000300-87-8 53
5 Methylphosphonic acid, dinonyl e... 348 C19H4103P 095428-88-9 53

Abundance Scan 1220 (15.631 min): BF083443.D (-1217) (-) m/z 97.10 100.00%
g7
57
5000
a1 ue ' 15.40 15.60 15.80 16.00
8 153 : : :
Obrrrprrrrfirebe e ..-.|.,..1..3,7.... 171 192209 235 202218 814 sz 57.10 56.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #40202: Cyclohexane, 1-bromo-4-methyl-
55 o7
5000 LR I BUILLE BN I
15.40 15,60 15.80 16.00
m/z 113.10 18.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 97
' 15.40 15.60 15.80 16.00
5000 m/z 55.10 13.66%
112
39
ol15 71
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #102413: 3-Cyclohexene-1-carboxylic acid, 2-(dimethylamino... R AR RRRES T
o7 15.40 15.60 15.80 16.00
m/z 83.10 8.53%
5000
0 42 58 ‘HJ115;32‘155 176 198 228 273
m/z--> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 260 300 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083443.D

Aca On : 3 Dec 2015 4:51

Operator : UM/I1Z

Sample : 64583-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 unknownl5.87 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.87 2.79 ng 131963 Perylene-di12 16.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-Phenvl-N"-(2-piperazin-1-vl-et... 276 C14H20N402 332404-00-9 43
2 Tributvl phosphate 266 C12H2704P 000126-73-8 40
3 2.2-Dimethvl-3-methoxv-cvcloprop... 144 C7H1203 1000145-12-2 38
4 Hexanoic acid. 5-tridecvl ester 298 C19H3802 1000279-29-4 37
5 1-Methyl-4-[4-aminobenzene]sulfo... 255 C11H17N302S 021623-68-7 37
Abundance Scan 1241 (15.871 min): BF083443.D (-1239) (-) m/z 99.10 100.00%
99
57
5000
155 N e
256 15.60 15.80 16.00 16.20
0 ...,...?ﬁ..'!,..|l.?f3... - \ ol R AR APE 38 Tm/z 57.10 67.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #103929: N-Phenyl-N-(2-piperazin-1-yl-ethyl)-oxalamide
99
5000 L S SR I SULE
15.60 15.80 16.00 16.20
56 m/z 111.10 32 .55%
0 39 | |7 | 120137156173191208 234 276
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
99

15.60 15.80 16.00 16.20
5000 m/z 155.20 24 .34Y%

155
4l 57 125 211
ol 17 82 183 237
.
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #19882: 2,2-Dimethyl-3-methoxy-cyclopropane-1-carboxylic acid I o e o B i
99 15. 60 15. 80 16. 00 16. 20
m/z 97.10 23.37%

41
5000
67
T L/AQ\“\—'M

L MR ———— SRR et

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 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 : BF083443.D

Aca On : 3 Dec 2015 4:51

Operator : UM/I1Z

Sample : 64583-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 unknownl7.52 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.52 2.72 ng 128457 Perylene-di12 16.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cvclohexene. 1.3.3-trimethyl-2... 206 C14H220 1000197-08-4 25
2 Anthracene. 9-(4-methoxvbutvl)- 264 C19H200 144000-76-0 12
3 1.2-Dimethvl-5.5-diphenvl-2-imid... 264 C17H16N20 037927-94-9 10
4 9-Anthracenepropanoic acid. 9.10... 310 C20H2203 110551-80-9 10
5 Phenol, 3,5-bis(1,1-dimethylethyl)- 206 C14H220 001138-52-9 10
Abundance Scan 1385 (17.517 min): BF083443.D (-1382) (-) m/z 191.10 100.00%
55 191
81 264
123
5000
146 16 T
17.20 17.40 17.60 17.80
0 m/z 55.10 84.69%
m/z--> 50 100 150 200 250 300 350
Abundance #60261: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylout-1-en...
191
5000 43 U SRR SRR UL SRR
ﬂ%ﬂ%ﬂmﬂ%
123 149 m/z 67.10 72.93%
0.‘.‘.‘|“.‘H‘ M \‘\ H‘ H| \L \m ‘l‘....l....l....l..
m/z--> 50 100 150 200 250 300 350
Abundance
191
17.20 17.40 17.60 17.80
5000 264 m/z 264.10 68.55%
45
27 " 63 8 115 139 169 213232
m/z--> sb 160 1éo 200 250 300 3%0
Abundance #96871: 1,2-Dimethyl-5,5-diphenyl-2-imidazolin-4-one R
264 17.20 17.40 17.60 17.80
m/z 69.10 65.31%
5000 7 118 165
208
51 146 235
OIIIIHIIIII‘IHIII\I‘I\\I\II\l\Iw \J\I A:: I‘III — R REREEEEEEE RS
m/z--> 50 100 150 200 250 300 350 17.20 17.40 17.60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF120215\
Data File : BF083443.D

Acq On - 3 Dec 2015 4:51

Operator : UM/1Z

Sample - G4583-04

Misc :

ALS Vial : 30 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 35.5 ng 1613100 1 6.53 908712 20.0
unknown6 .32 6.32 122.9 ng 5585770 1 6.53 908712 20.0
Hexadecane 10.51 3.2 ng 267515 4 11.11 1671020 20.0
Tridecanoic acid 11.81 3.1 ng 258140 4 11.11 1671020 20.0
4H-Cyclopenta[def... 11.85 3.4 ng 281243 4 11.11 1671020 20.0
unknownl13.44 13.44 3.5 ng 199507 5 14.73 1151540 20.0
Pyrene, l-methyl- 13.57 2.8 ng 160606 5 14.73 1151540 20.0
Isoxazole, 3,5-di... 13.93 3.1 ng 176884 5 14.73 1151540 20.0
unknownl14 .01 14.01 3.6 ng 206598 5 14.73 1151540 20.0
unknownl14 .15 14.15 3.5 ng 200767 5 14.73 1151540 20.0
unknown14 .20 14.20 5.2 ng 296764 5 14.73 1151540 20.0
unknownl14 .49 14.49 3.8 ng 219852 5 14.73 1151540 20.0
1-Nonadecanol 14.64 5.7 ng 327388 5 14.73 1151540 20.0
unknown15.11 15.11 2.5 ng 143311 5 14.73 1151540 20.0
Bis(3,7-dimethylo... 15.16 3.3 ng 189589 5 14.73 1151540 20.0
Cyclohexane, 1-br... 15.63 4.3 ng 248206 5 14.73 1151540 20.0
unknown15.87 15.87 2.8 ng 131963 6 16.80 945712 20.0
unknownl17 .52 17.52 2.7 ng 128457 6 16.80 945712 20.0
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