LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087978.D

Aca On : 13 Jun 2016 12:42

Operator : UM/SJ

Sample - H3438-06

Misc :

ALS Vial : 4 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-BF060716.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 1.724 11 12 22 rVB 305872 577319 19.31% 1.654%
2 1.861 22 24 36 rVvB 1476838 2989816 100.00% 8.568%
3 3.678 180 183 186 rvB 41671 63478 2.12% 0.182%
4 4_.959 293 295 301 rVB 110947 184182 6.16% 0.528%
5 5.382 329 332 335 rBVY 1739858 2221131 74.29% 6.365%
6 6.433 421 424 426 rBVY 2151600 2501170 83.66% 7.168%
7 6.559 432 435 437 rBV 2406422 2296525 76.81% 6.581%
8 6.787 453 455 458 rBV 775148 692636 23.17% 1.985%
9 6.947 466 469 471 rBV 2145218 1843907 61.67% 5.284%
10 7.359 502 505 507 rBY 1603735 1582980 52.95% 4 _.536%

11 8.079 565 568 570 rBV 1190587 1030895 34.48% 2.954%
12 9.165 660 663 665 rBVY 2633749 2949890 98.66% 8.453%
13 9.553 695 697 699 rvv 663378 540441 18.08% 1.549%
14 9.839 719 722 723 rBV 789796 1097532 36.71% 3.145%

15 9.862 723 724 726 rVB 70415 55451 1.85% 0.159%
16 10.033 738 739 741 rVB 41650 33687 1.13% 0.097%
17 10.273 759 760 762 rVB 47192 34711 1.16% 0.099%
18 10.376 767 769 772 rVB 69916 62508 2.09% 0.179%
19 10.616 788 790 793 rBV2 1244262 1573252 52.62% 4._.508%
20 10.742 797 801 805 rBv2 58795 79953 2.67% 0.229%
21 11.119 832 834 836 rvVB 41019 37730 1.26% 0.108%

22 11.188 839 840 846 rvB2 59956 110436 3.69% 0.316%
23 11.314 849 851 852 rBV 1228204 1104850 36.95% 3.166%
24 11.382 855 857 859 rvB 109437 130753 4._.37% 0.375%

25 11.542 868 871 873 rBV 67067 66295 2.22% 0.190%
26 11.622 876 878 879 rBvV 73659 92031 3.08% 0.264%
27 11.816 893 895 896 rBvV 79853 81286 2.72% 0.233%
28 11.851 896 898 900 rvv2 135453 213468 7.14% 0.612%
29 11.885 900 901 903 rvv 47790 51178 1.71% 0.147%

30 11.919 903 904 909 rvB 119877 202055 6.76% 0.579%

31 12.125 918 922 925 rVB2 54995 122980 4.11% 0.352%

32 12.365 941 943 944 rBV 53817 57038 1.91% 0.163%
33 12.399 944 946 949 rvv2 35587 70239 2.35% 0.201%
34 12.445 949 950 952 rVB 50118 45984 1.54% 0.132%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087978.D

Aca On : 13 Jun 2016 12:42

Operator : UM/SJ

Sample - H3438-06

Misc :

ALS Vial : 4 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-BF060716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.525 954 957 959 rBV 878273 872915 29.20% 2.501%

36 12.639 964 967 969 rBV3 43040 86129 2.88% 0.247%
37 12.754 973 977 979 rBv2 560128 868800 29.06% 2.490%
38 12.799 979 981 983 rvB2 40822 52721 1.76% 0.151%
39 12.868 985 987 988 rBV 40749 39963 1.34% 0.115%
40 12.902 988 990 992 rVB 2348742 2192184 73.32% 6.282%
41 12.971 992 996 998 rBV2 43687 59186 1.98% 0.170%
42 13.074 1002 1005 1007 rVB 89149 146112 4_89% 0.419%
43 13.142 1009 1011 1013 rBV 81779 77704 2.60% 0.223%
44 13.177 1013 1014 1016 rBVY 68386 66703 2.23% 0.191%
45 13.268 1021 1022 1024 rBVY 33491 32989 1.10% 0.095%
46 13.302 1024 1025 1026 rBV 45337 38067 1.27% 0.109%
47 13.439 1035 1037 1038 rBVY 25362 33790 1.13% 0.097%
48 13.485 1038 1041 1046 rVB5 24904 77978 2.61% 0.223%
49 13.577 1047 1049 1052 rVB 51094 65528 2.19% 0.188%
50 13.691 1056 1059 1061 rBV 69925 101280 3.39% 0.290%
51 13.725 1061 1062 1063 rVV 51295 48639 1.63% 0.139%
52 13.794 1066 1068 1069 rVvVv 34473 47300 1.58% 0.136%

53 13.828 1069 1071 1077 rVB3 43330 119328 3.99% 0.342%
54 13.942 1078 1081 1087 rVB2 958382 1518421 50.79% 4_.351%

55 14.045 1088 1090 1092 rBV2 45094 51020 1.71% 0.146%
56 14.331 1111 1115 1116 rBV 55845 78080 2.61% 0.224%
57 14.365 1116 1118 1120 rVB2 40223 38601 1.29% 0.111%
58 14.422 1122 1123 1124 rVV 30194 29907 1.00% 0.086%
59 14.468 1124 1127 1129 rVB4 38970 86611 2.90% 0.248%
60 14.628 1139 1141 1143 rBV2 29750 47210 1.58% 0.135%
61 14.708 1146 1148 1150 rVvVv 83826 112264 3.75% 0.322%
62 14.800 1153 1156 1158 rVB2 38215 64819 2.17% 0.186%
63 14.960 1167 1170 1175 rBV 265312 569183 19.04% 1.631%
64 15.051 1176 1178 1180 rVB2 56915 74227 2.48% 0.213%
65 15.108 1180 1183 1184 rBV2 22777 48275 1.61% 0.138%

66 15.234 1192 1194 1197 rVB 157602 210076 7.03% 0.602%
67 15.291 1197 1199 1202 rBV 185427 259765 8.69% 0.744%
68 15.360 1202 1205 1210 rVB 598239 825476 27.61% 2.366%
69 16.011 1260 1262 1268 rVB3 41870 102483 3.43% 0.294%
70 16.411 1295 1297 1304 rVB5 42282 105850 3.54% 0.303%

71 16.708 1320 1323 1327 rVB2 102936 189341 6.33% 0.543%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087978.D

Aca On : 13 Jun 2016 12:42

Operator : UM/SJ

Sample - H3438-06

Misc :

ALS Vial : 4 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 - 0 Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF060716.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 16.868 1335 1337 1340 rBV 19069 39255 1.31% 0.112%
73 16.937 1340 1343 1348 rVB3 19346 63209 2.11% 0.181%
74 17.108 1355 1358 1364 rBV 78744 170178 5.69% 0.488%
75 17.326 1374 1377 1382 rVB2 28907 80986 2.71% 0.232%
76 18.068 1438 1442 1450 rBV6 16381 66431 2.22% 0.190%

77 18.194 1450 1453 1465 rVB9 26283 102618 3.43% 0.294%
78 19.166 1533 1538 1549 rVB3 33620 136388 4_56% 0.391%

Sum of corrected areas: 34895777
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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:\HPCHEM1I\BNA F\DATA\BF061316\
BFO87978.D

13 Jun 2016 12:42

UM/SJ

H3438-06

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087978.D

Aca On : 13 Jun 2016 12:42

Operator : UM/SJ

Sample : H3438-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.96 5.32 ng 184182 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 295 (4.959 min): BF087978.D (-293) (-) m/z 43.10 100.00%
a3
59
5000
ot 460 480 500 520
83 : : : :
0...,....,....,....','I.'..S,.l.'ljl....,....,.'...,....',|....,....,....,....,...., m/z 59.10 56.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR VLR SRR AR
59 460 480 500 520
m/z 101.10 19.29%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
460 480 500 520
5000 m/z 58.10 18.10%
101
15 a 8 6 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59 4.60 4.80 5.00 5.20
m/z 41.10 8.95%
5000 41
68
0 150 . 126 147
R I AN IR UL LI I IR IR LA SRR LRSS RS SRS BARRY AR N UL L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087978.D

Aca On : 13 Jun 2016 12:42

Operator : UM/SJ

Sample : H3438-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown6.56 Concentration Rank 2

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

6.56 66.31 ng 2296530 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 435 (6.559 min): BF087978.D (-432) (-) m/z 132.00 100.00%
32
5000 68
6 rrTrrTyrTTT T T T T T T T T
40 54 | 75 104 6.20 6.40 6.60 6.80
Orrrrripi a8 S U P a7 | R us W w/z 68.10  39.79%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 A SR A R
6.20 6.40 6.60 6.80
2 78 m/z 134.00 33.22%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 m/z 66.10 25.51%
33 44 - g7 105
0""I""I""?%"'ﬁq"'l' 'Zﬁ' ﬁ? [T }}ﬁl""l""l"
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine R B e
132 6.20 6.40 6.60 6.80
o7 m/z 69.10 16.20%
5000 0
31 52
o T M P | 78es | 15 M6
m/z--> 30 40 5'0 60 70 8 90 100 110 120 130 140 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087978.D

Aca On : 13 Jun 2016 12:42

Operator : UM/SJ

Sample : H3438-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.85 3.86 ng 213468 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 76
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 Anthracene. l-methvl- 192 C15H12 000610-48-0 44
5 Tridecanoic acid 214 C13H2602 000638-53-9 38
Abundance Scan 898 (11.851 min): BF087978.D (-896) (-) m/z 73.00 100.00%
43 60 B
5000 192
L 157171 11160 1080 1200 1220
0 m/z 60.00 82.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 L UL I U B
11. 60 11. 80 12. oo 12. 20
m/z 43.05 81.30%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
"' 11/60 11.80 12.00 12.20
5000 129 m/z 57.05 72 .90%
29 a7
115 | 143 199 242
101 185
s 157171 213506
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #84453: Tetradecanoic acid AR AR
60 73 11.60 11.80 12.00 12.20
43 m/z 55.05 65.36%
5000 129
. 185 228
01115 | 143,171
0:: III”I‘ H“ \ml} H‘ - |‘||:|I-|57|||||‘||1|99||25L|3||‘||||||||| —r S — —
m/z--> 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12. 20

8270-BF060716.M Tue Jun 14 16:51:50 2016 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087978.D

Aca On : 13 Jun 2016 12:42

Operator : UM/SJ

Sample : H3438-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Phenanthrene, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.92 3.66 ng 202055 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 83
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 55
3 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 49
4 8.9-Dihvdrocvclopentaldeflphenan... 192 C15H12 027410-55-5 47
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 46
Abundance Scan 904 (11.919 min): BF087978.D (-903) (-) m/z 189.10 100.00%
1
5000 N\J\
R mmaa R
115 107 139 152 11.60 11.80 12.00 12.20
0 m/z 192.10 95.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54752: Phenanthrene, 1-methyl-
192
5000 UL UL UL UL B
11,60 11.80 12.00 12.20
95 165 m/z 190.10 90.51%
28 39 51 63 ?f ‘ 115126 139 152 = 176 w\
m/z--> 20 40 60 80 100 120 150 160 1éo 200
Abundance
190
"|“"M“'w"“|'“AT
11.60 11.80 12.00 12.20
5000 m/z 191.10 68.26%
95
o 27 43 53 63 74 g5 111122 137 150 163174
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189 11.60 11.80 12.00 12.20
m/z 94.60 37 .59%
5000
94
8l 163
O'I'”'I""I”"J"J'P"'I"'W""It'”I'kk'l" U DA SRR SUNLILN SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087978.D

Aca On : 13 Jun 2016 12:42

Operator : UM/SJ

Sample : H3438-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 8 9,10-Anthracenedione Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.13 2.23 ng 122980 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione 208 C14H802 000084-65-1 95
2 9.10-Phenanthrenedione 208 C14H802 000084-11-7 86
3 9H-Fluoren-9-one 180 C13H80 000486-25-9 78
4 1H-Phenalen-1-one 180 C13H80 000548-39-0 78
5 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 64
Abundance Scan 922 (12.125 min): BF087978.D (-918) (-) m/z 152.10 100.00%
152 180 208
76
5000
=0 63 126
39 87 98 197 11.80 12.00 12.20 12.40
0 111 169 m/z 180.10 85.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67896: 9,10-Anthracenedione
152 180 208
5000 76
11.80 12.00 12.20 12.40
50 126 m/z 208.10 85.19%
0|....3|9..“..H...H.‘l..‘..]-lo.z...l.“...l.. ‘.l....‘ ....l.h..
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
180
11.80 12.00 12.20 12.40
5000 152 m/z 151.10 54_.12%
76 208

63
28 39 50 87 98 111 126137 163

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

Abundance #45754: 9H-Fluoren-9-one

180 11.80 12.00 12.20 12.40
m/z 76.00 52.21%
5000
76 152
63
0 39 50 °° | 90102113 126 139 | 168 |
T T T e e e T e e T T

m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40

8270-BF060716.M Tue Jun 14 16:51:52 2016

Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087978.D

Aca On : 13 Jun 2016 12:42

Operator : UM/SJ

Sample : H3438-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 9-Octadecenamide, (Z)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.71 2.72 ng 112264 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 96
2 3-Cvclohexvlpropionamide 155 C9H17NO 004361-29-9 59
3 Decanamide- 171 C10H21NO 002319-29-1 47
4 Hexadecanamide 255 C16H33NO 000629-54-9 43
5 Dodecanamide 199 C12H25NO0 001120-16-7 30
Abundance Scan 1148 (14.708 min): BF087978.D (-1146) (-) m/z 59.10 100.00%
5o
5000
41 a3 .
O 4128, 40 70180100214 292770070 14.40 14,60 14.80 15.00
o m/z 72.10 74 .53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41 U DA U RN SRR
14.40 14.60 14.80 15.00
81 m/z 55.10 50.18%
) 2 8112126140154 170184108 221 238 264 281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
72
14.40 1460 14.80 15.00
5000 44 m/z 41.10 29.28%
155
126
o 9 112 | 140
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38977: Decanamide- R e R RR B
509 14.40 14.60 14.80 15.00
m/z 43.10 27.32%
5000
43
ol 15 22 1|yt | 7 2001411210617
m/z--> 25 45 65 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087978.D

Aca On : 13 Jun 2016 12:42

Operator : UM/SJ

Sample : H3438-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Benzo[j]fluoranthene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.23 5.09 ng 210076 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolilfluoranthene 252 C20H12 000205-82-3 94
2 Pervlene 252 C20H12 000198-55-0 94
3 Benzolelpvrene 252 C20H12 000192-97-2 93
4 Benzolklfluoranthene 252 C20H12 000207-08-9 93
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93
Abundance Scan 1194 (15.234 min): BF087978.D (-1192) (-) m/z 252.10 100.00%
282
5000
125
224 15.00 15.20 15.40 15.60
ol 22 _ 74 100 ' 146 174 198 T8 W28 3% 477 250.10 28.52%
m/z--> 50 100 150 200 250 300 350
Abundance #104223: Benzo[j]fluoranthene
252
5000
15.00 15.20 15.40 15.60
126 m/z 125.00 22 .99%
ol 29 51 74 1°°u M 150 174 200 224 M
m/z--> 50 100 150 200 250 300 350
Abundance
252
1500 15.20 15.40 15.60
5000 m/z 253.10 20.20%
125
oll7 39 74 99 150 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance #104221: Benzo[e]pyrene S B L L L L B N
252 15.00 15.20 15.40 15.60
m/z 126.00 18.49%
5000
126
o 41 63 81100H M 150 174 200 224
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087978.D

Aca On : 13 Jun 2016 12:42

Operator : UM/SJ

Sample : H3438-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknownl16.01 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.01 2.48 ng 102483 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7a-I1sopropenvl-4.5-dimethvloctah... 236 C15H2402 1000192-14-7 38
2 Anthracene. 9-dodecvltetradecahv... 360 C26H48 055401-75-7 35
3 Anthracene. 9-(4-methoxvbutvl)- 264 C19H200 144000-76-0 30
4 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 27
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 18
Abundance Scan 1262 (16.011 min): BF087978.D (-1260) (-) m/z 191.10 100.00%
191

264

5000

.

15.60 15.80 16.00 16.20 16.40
m/z 264.10 64.10%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #90782: 7a-Isopropenyl-4,5-dimethyloctahydroindene-4-carbo...

Q
135 19

-

5000
15.60 15.80 16.00 16.20 16.40
236 m/z 95.10 47.10%
221
04
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
95 191
43 1560 1580 16.00 16.20 16.40
5000 - m/z 81.10 46.17%
135 WM
110 150 175 | 206221236 264280 303318

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #114278: Anthracene, 9-(4-methoxybuty!)- e EREEE S
191 15.60 15.80 16.00 16.20 16.40
m/z 109.10 43.89%

25
20 7 63 85101 126 150'%° | | 23723228

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 16 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087978.D

Aca On : 13 Jun 2016 12:42

Operator : UM/SJ

Sample : H3438-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknownl6.41 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.41 2.56 ng 105850 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 46
2 Isoauinoline. 1.2.3.4-tetrahvdro... 283 C18H21NO2 036646-87-4 43
3 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 42
4 Phenol. 2.5-bis(1l.1-dimethvlethvl)- 206 C14H220 005875-45-6 38
5 Phenol, 2,4-bis(1,1-dimethylethyl)- 206 C14H220 000096-76-4 38
Abundance Scan 1297 (16.411 min): BF087978.D (-1295) (-) m/z 191.15 100.00%
191

5000

L

16.00 16.20 16.40 16.60 16.80
0’ m/z 95.05 49.26%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66144: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen
191

5000 LA L L L B L L L L
16 00 16. 20 16. 40 16 60 16 80
m/z 81.10 41.14%
43 o1 105 123 19963176 | 206
O LAY TS M A W A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
191
R B AN R
16.00 16.20 16.40 16.60 16.80
5000 m/z 55.05 31.87%
120
. 134 162177 240 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66165: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en... A RREEEEEE S TR
191 16.00 16.20 16.40 16.60 16.80

m/z 137.10 31.38%

5000{ 43
123
& 107 149 s 206
29 ‘ 57 il H\ HH ‘ 176

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16 00 16. 20 16. 40 16 60 16 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087978.D

Aca On : 13 Jun 2016 12:42

Operator : UM/SJ

Sample : H3438-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknownl18.19 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.19 2.49 ng 102618 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 38
2 Cobalt. .eta.<4>-1.5-cvclooctadi... 290 C15H19Co02 092468-04-7 27
3 p-Fluoroatropine dehvdrate 289 C17H20FNO2 1000212-74-8 25
4 Hvoscvamine 289 C17H23N0O3 000101-31-5 22
5 Atropine 289 C17H23N03 000051-55-8 22
Abundance Scan 1453 (18.194 min): BF087978.D (-1450) (-) m/z 124.10 100.00%
124
5000 43 229 304

259

17.80 18.00 18.20 18.40 18.60

0 m/z 43.10 44 _29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #134675: Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17.be...
124
5000 [Trrr[rrrr[rrrrprrrrr1
288 17.80 18.00 18.20 18.40 18.60
ol 100 = 147 046 m/z 229.20 44.13%
164 187203 28 270
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
124
290 NSRS SN ———
17.80 18.00 18.20 18.40 18.60
5000 59 m/z 304.10 43.45%
154 229
260
39 98 182
24 9 139 202 275

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #135261: p-Fluoroatropine dehydrate
4

17.80 18.00 18.20 18.40 18.60
m/z 259.20 37.19%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.80 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087978.D

Aca On : 13 Jun 2016 12:42

Operator : UM/SJ

Sample : H3438-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 1,2:4,5-Dibenzopyrene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.17 3.30 ng 136388 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2:4.5-Dibenzopvrene 302 C24H14 000192-65-4 64
2 Indenoll.2.3-falnaphthacene 302 C24H14 000203-11-2 64
3 Androstane-3.12.17-trione. (5.be... 302 C19H2603 053604-37-8 55
4 3.4:8.9-Dibenzopvrene 302 C24H14 000189-64-0 49
5 Dibenzo(a, i)pyrene 302 C24H14 000189-55-9 49

Abundance Scan 1538 (19.166 min): BF087978.D (-1533) (-) m/z 302.10 100.00%

5000
B
18.80 19.00 19.20 19.40
0 m/z 150.00 32.51%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146696: 1,2:4,5-Dibenzopyrene
L1

5000

18.80 19.00 19.20 19.40
m/z 300.10 24.77%

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

302
150 18.80 19.00 19.20 19.40
5000 m/z 95.05 24 .29%
99 136

0 63 83, ° 113 174 198 224 248 274283
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146497: Androstane-3,12,17-trione, (5.beta.)- s R R

2 18.80 19.00 19.20 19.40
m/z 151.00 24.18%

5000

135149,63177 o0, 258 274

231
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.80 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061316\
Data File : BF087978.D

Acq On : 13 Jun 2016 12:42

Operator : UM/SJ

Sample - H3438-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.96 5.3 ng 184182 1 6.79 692636 20.0
unknown6 .56 6.56 66.3 ng 2296530 1 6.79 692636 20.0
n-Hexadecanoic acid 11.85 3.9 ng 213468 4 11.31 1104850 20.0
Phenanthrene, 1-m... 11.92 3.7 ng 202055 4 11.31 1104850 20.0
9,10-Anthracenedione 12.13 2.2 ng 122980 4 11.31 1104850 20.0
9-Octadecenamide, ... 14.71 2.7 ng 112264 6 15.36 825476 20.0
Benzo[j]fluoranthene 15.23 5.1 ng 210076 6 15.36 825476 20.0
unknownl16.01 16.01 2.5 ng 102483 6 15.36 825476 20.0
unknownl6.41 16.41 2.6 ng 105850 6 15.36 825476 20.0
unknown18.19 18.19 2.5 ng 102618 6 15.36 825476 20.0
1,2:4,5-Dibenzopy... 19.17 3.3 ng 136388 6 15.36 825476 20.0
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