LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090831.D

Aca On : 26 Oct 2016 2:05

Operator : UM/SJ

Sample : H5396-04 2X

Misc :

ALS Vial : 24 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-BF102116.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 4.956 249 251 255 rBV 420575 511897 20.30% 1.591%
2 5.058 255 260 275 rVB 44575 219936 8.72% 0.683%
3 5.390 287 289 292 rBVY 2145950 2127687 84.36% 6.612%
4 6.430 378 380 383 rBVY 1507792 2157948 85.56% 6.706%
5 6.567 389 392 394 rBVY 2264376 2512727 99.63% 7.809%
6 6.796 410 412 418 rBV 1380247 1279885 50.75% 3.977%
7 6.956 423 426 428 rBV 1827750 1907832 75.64% 5.929%
8 7.367 459 462 464 rBV 857996 1275491 50.57% 3.964%
9 7.470 470 471 478 rVB 33607 43354 1.72% 0.135%
10 8.087 522 525 527 rBVY 1925843 1748907 69.34% 5.435%

11 9.162 617 619 622 rBV 2818320 2522167 100.00% 7.838%
12 9.562 652 654 656 rBvY 688759 593003 23.51% 1.843%
13 9.836 676 678 681 rBVY 1683912 1758990 69.74% 5.466%
14 10.282 715 717 718 rVB 54801 49084 1.95% 0.153%
15 10.499 733 736 739 rBV 27295 46235 1.83% 0.144%

16 10.625 745 747 750 rBV 1362418 1326964 52.61% 4.124%
17 10.750 757 758 762 rVB 95470 106821 4.24% 0.332%

18 10.990 777 779 782 rVB4 21743 33311 1.32% 0.104%
19 11.196 796 797 799 rBvV2 48265 51112 2.03% 0.159%
20 11.322 806 808 813 rBV 1599805 1622152 64.32% 5.041%
21 11.391 813 814 817 rvVvB2 46586 56420 2.24% 0.175%
22 11.551 826 828 833 rBv4 30804 61054 2.42% 0.190%
23 11.631 833 835 840 rvB2 22267 42011 1.67% 0.131%
24 11.722 841 843 846 rVB3 29588 42901 1.70% 0.133%
25 11.825 850 852 853 rBvV 29988 31035 1.23% 0.096%
26 11.859 853 855 856 rvv 34176 41890 1.66% 0.130%
27 11.939 860 862 866 rvB2 31086 58384 2.31% 0.181%
28 12.031 866 870 876 rBV3 23843 61113 2.42% 0.190%
29 12.145 876 880 882 rVvB3 22325 58183 2.31% 0.181%
30 12.373 898 900 901 rBvV 43193 46795 1.86% 0.145%
31 12.419 902 904 906 rvB2 28984 45069 1.79% 0.140%
32 12.465 906 908 911 rBV2 53820 87428 3.47% 0.272%

33 12.522 911 913 917 rVvv2 429132 663495 26.31% 2.062%
34 12.762 930 934 935 rBV 238888 287443 11.40% 0.893%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090831.D

Aca On : 26 Oct 2016 2:05

Operator : UM/SJ

Sample : H5396-04 2X

Misc :

ALS Vial : 24 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-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.796 935 937 945 rVvV 1085763 1458013 57.81% 4_.531%

36 12.911 945 947 951 rVV 2067884 1911057 75.77% 5.939%

37 12.979 951 953 957 rvB2 29023 68437 2.71% 0.213%
38 13.151 965 968 970 rBV3 31104 60437 2.40% 0.188%
39 13.196 970 972 976 rBV2 37591 61456 2.44% 0.191%
40 13.322 981 983 986 rvv2 19065 27822 1.10% 0.086%
41 13.368 986 987 990 rVB3 35467 48017 1.90% 0.149%
42 13.608 1006 1008 1011 rVB2 42919 56068 2.22% 0.174%
43 13.711 1015 1017 1018 rBV2 28556 34871 1.38% 0.108%

44 13.814 1024 1026 1031 rBV2 210483 294713 11.68% 0.916%
45 13.962 1036 1039 1045 rBV 1105296 1339007 53.09% 4.161%

46 14.065 1046 1048 1050 rBVZ2 29800 35704 1.42% 0.111%
47 14.454 1079 1082 1084 rBV 144283 229962 9.12% 0.715%
48 14.877 1117 1119 1123 rVB3 40312 63106 2.50% 0.196%

49 14.979 1125 1128 1133 rBVY 155950 299151 11.86% 0.930%
50 15.059 1133 1135 1140 rVVv2 96132 212617 8.43% 0.661%

51 15.265 1151 1153 1156 rVB 92829 113995 4._.52% 0.354%
52 15.322 1156 1158 1161 rBV 91920 135518 5.37% 0.421%
53 15.379 1161 1163 1166 rBV 668880 984155 39.02% 3.058%
54 15.608 1181 1183 1186 rVB2 53686 75062 2.98% 0.233%
55 15.837 1200 1203 1205 rBV 179133 286925 11.38% 0.892%

56 15.882 1205 1207 1212 rVV3 58068 123595 4_90% 0.384%
57 15.974 1213 1215 1217 rVB2 48121 68948 2.73% 0.214%
58 16.751 1281 1283 1290 rVB2 46552 104532 4.14% 0.325%
59 17.163 1316 1319 1325 rBV 45534 126545 5.02% 0.393%
60 17.300 1328 1331 1335 rBv4 52113 142466 5.65% 0.443%

61 18.260 1412 1415 1421 rVB7 37712 97407 3.86% 0.303%
62 19.231 1496 1500 1512 rVB7 52641 240658 9.54% 0.748%

Sum of corrected areas: 32178968
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090831.D

Aca On : 26 Oct 2016 2:05

Operator : UM/SJ

Sample : H5396-04 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF090831.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090831.D

Aca On : 26 Oct 2016 2:05

Operator : UM/SJ

Sample : H5396-04 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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.

4.96 8.00 ng 511897 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 251 (4.956 min): BF090831.D (-249) (-) m/z 43.10 100.00%

43
59
5000

101 R AAARARRE e
4.60 4.80 5.00 5.20

83
o.”,.”.,”..“.??m=.w??u,.”??”..“n.w..MJ”.Fﬁ%.W m/z 59.10 61.14%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000

4.60 4.80 5.00 5.20

59 m/z 101.10 19.16%
101
0 21 37 | 53 67 77 83 o1
L A L b e S AREE EamEE R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
T e
57 4.60 4.80 5.00 5.20
5000 m/z 58.10 16.63%
29 101
15 37 51 73 83 95
] RSN NN WD PN S 8 WML BN SEMDE.c M NN
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- L L e e e e
59 460 4.80 5.00 5.20

m/z 41.10 8.70%

5000 41
31
69 a7
oL 15 =3 | %8
— e

M \ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090831.D

Aca On : 26 Oct 2016 2:05

Operator : UM/SJ

Sample : H5396-04 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 unknown5.06 Concentration Rank 8

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

5.06 3.44 ng 219936 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 40
2 Hexanoic acid 116 C6H1202 000142-62-1 9
3 Pentanoic acid 102 C5H1002 000109-52-4 9
4 Hvdrazine. 1.1-dimethvl- 60 C2H8N2 000057-14-7 7
5 Urea 60 CH4N20 000057-13-6 5

Abundance Scan 260 (5.058 min): BF090831.D (-255) (-) m/z 60.10 100.00%
60
5000
41
87 U SR UL UL R
69 480 5.00 5.20 5.40
0..,....,....,...:|;!|.|‘.‘?,‘L.3'3..'. et W7z 41.10 32310
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4193: Butanoic acid, 3-methyl-
60
5000
41 4.80 5.00 5.20 5.40
27 g7 m/z 43.10 24.21%
0 wd‘ a7 53 | 69 75 81 100
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
60
480 500 520 540
5000 7 41 73 m/z 45.10 22 .54%
87
0 35 47 53 67 80 93 99
LU UL SR SO SN SRR SULELL SR SURLLEL SRR UL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4159: Pentanoic acid
60 4.80 5.00 5.20 5.40

m/z 39.10 16.07%
5000 73

27 41
15 1 l)lar 53, 87 101

e T e

m/z--> 10 20 30 40 50 60 70 80 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\BF102516\
Data File : BF090831.D

Aca On : 26 Oct 2016 2:05

Operator : UM/SJ

Sample : H5396-04 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 3 unknown6.57 Concentration Rank 1

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

6.57 39.26 ng 2512730 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 392 (6.567 min): BF090831.D (-389) (-) m/z 132.00 100.00%
32
5000 68
96 T T T T
40 54 || g5 1s 6.20 6.40 6.60 6.80 7.00
O e L e B B o m/z 68.10 37 .66%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LSRR LR L
6.20 640 6.60 6.80 7.00
31 51 m/z 134.00 33.89%
0"hMI'Hw'l'L"'w"'w"""'w"'w"'w"'w"'
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.05 23.03%
41 97
53
79 117
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 .35%
5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
m/z--> 4'0 6|0 80 1(')0 120 140 160 180 200 220 6.20 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090831.D

Aca On : 26 Oct 2016 2:05

Operator : UM/SJ

Sample : H5396-04 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 1-Heneicosyl formate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.81 4.40 ng 294713 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 95
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
4 1-Tetracosanol 354 C24H500 000506-51-4 91
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 1026 (13.814 min): BF090831.D (-1024) (-) m/z 57.10 100.00%
g7
S0 A ML_L‘J\V\;\%
LRI BUREUSI SN AL B
139 163 202 13.40 13.60 13.80 14.00 14.20
- 180 2o 282300 m/z 83.10 92.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137330: 1-Heneicosyl formate
57 83
5000{ 41 AR SRR SR UL B
13140 13.60 13.80 14.00 14.20
m/z 69.10 86.19%
ol | 167 196 222 266 294 322340
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43
69 LRI BURIUSI SN L B
97 13.40 13.60 13.80 14.00 14.20
5000 m/z 55.10 84.21%
125
oL26 153 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester B e e
43 13.40 13.60 13.80 14.00 14.20
m/z 43.10 77.90%
69
5000 97

-

125

0L 141 169 195 224 252
PR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13140 13.60 13.80 14.00 14.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090831.D

Aca On : 26 Oct 2016 2:05

Operator : UM/SJ

Sample : H5396-04 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 1-Heptacosanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.45 3.43 ng 229962 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 91
2 Cvclohexadecane 224 C16H32 000295-65-8 87
3 Cvclooctacosane 392 C28H56 000297-24-5 81
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 74
5 Cyclotetracosane 336 C24H48 000297-03-0 70
Abundance Scan 1082 (14.454 min): BF090831.D (-1079) (-) m/z 57.10 100.00%
57 g3
5000
R SUNILE B UL S
182 212 240260 o295 14.20 14.40 14.60 14.80
N 59 523 m/z 83.10 81.46%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #155622: 1-Heptacosanol
43
5000 18 71 97 LA L L L L L L
14.20 14.40 14.60 14.80
125 m/z 97.10 77.21%
ol |“ L \H‘ | % 154 162 210 038 201 300 337 38
m'z-> 0 50 100 150 200 250 300 350 400
Abundance
55 g3
1420 14.40 14.60 14.80_
5000 m/z 71.10 73.17%
29 111
139 167 196 224
O B o e A o T e o S
mz-> 0 50 100 150 200 250 300 350 400
Abundance #154719: Cyclooctacosane A BT B S
57 14.20 14.40 14.60 14.80
83 m/z 69.10 72 .34%
5000
111
29
. VLA ) g 1230, 167 196 222 250 278 306 335 364 302
m'z-> 0 50 100 1%0 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090831.D

Aca On : 26 Oct 2016 2:05

Operator : UM/SJ

Sample : H5396-04 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 Pentadecane, 8-heptyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.06 4.32 ng 212617 Perylene-d12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
2 Docosane. 11-butvl- 366 C26H54 013475-76-8 86
3 Nonadecane 268 C19H40 000629-92-5 86
4 Tetracosane 338 C24H50 000646-31-1 86
5 Pentacosane 352 C25H52 000629-99-2 80
Abundance Scan 1135 (15.059 min): BF090831.D (-1133) (-) m/z 57.10 100.00%

g7
85
113 268 ' 14.80 15.00 15.20 15.40
141

oL L bL ‘l 109 197 220278 | 286,813 34 m/z 71.10 80.64%

m/z--> 50 150 200 250 300 350
Abundance #123100: Pentadecane, 8-heptyl-

%

5000 85 LA L L L L L L LB
14.80 15.00 15.20 15.40
29 m/z 85.10 55.22%
113 210
ol ‘ Ly Tm 14l 169 T 239 266 309
T T T e
m/z--> 50 100 150 200 250 300 350
Abundance
57
R s e T e
14.80 15.00 15.20 15.40
5000 g5 m/z 43.10 46.27%
113
oL 3 141 169 210 939 267 399 335 366 h“AﬁJ\VVf\h,,j\b\meJLJ\\AP
e o T L IR SN &t
m/z--> 50 100 150 200 250 300 350
Abundance #99477: Nonadecane B A B
57 14.80 15.00 15.20 15.40
m/z 55.10 19.24%
5000 85
29
0 \‘ “ ‘\ | I I‘ 1}3‘ 141 169 197 225 268
e T e o
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090831.D

Aca On : 26 Oct 2016 2:05

Operator : UM/SJ

Sample : H5396-04 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 Benzo[e]pyrene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.27 2.32 ng 113995 Perylene-d12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 94
3 Benzolklfluoranthene 252 C20H12 000207-08-9 94
4 Benzolalovrene 252 C20H12 000050-32-8 93
5 Perylene 252 C20H12 000198-55-0 81
Abundance Scan 1153 (15.265 min): BF090831.D (-1151) (-) m/z 252.05 100.00%
252
5000
45 63 81 100 1?5 149 175 198 224 271293 327 365 1500 1520 1540 160
O e e e e e TR m/z 250.00 29.51%
m/z--> 50 100 150 200 250 300 350
Abundance #89816: Benzo[e]pyrene
252
5000 LN UL BN U

15.00 15.20 15.40 15.60
m/z 253.05 20.68%

125
50 74 99 | | 146 174 200 224 |
- ,

o= e
m/z--> 50 100 150 200 250 300 350
Abundance
252
AR AR RS B Bt
15.00 15.20 15.40 15.60
5000 m/z 125.10 14.01%
126
0 63 83100 150 174 200 224
—T T T
m/z--> 50 100 150 200 250 300 350
Abundance #89823: Benzo[K]fluoranthene Al EEma s B
252 15.00 15.20 15.40 15.60
m/z 126.00 12.40%
5000
126
o 7 %9 ] 20 24|
—T e B AL E N e E e
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\BF102516\
Data File : BF090831.D

Aca On : 26 Oct 2016 2:05

Operator : UM/SJ

Sample : H5396-04 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.84 5.83 ng 286925 Perylene-d12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 92
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 91
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
4 Tetratriacontane 479 C34H70 014167-59-0 87
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
Abundance Scan 1203 (15.837 min): BF090831.D (-1200) (-) m/z 57.10 100.00%
57
85
5000
141 169 15.60 15.80 16.00 16.20
o...,...f‘,...‘,.:le.,]!...ll..'!.,:'... e e e o 20242 263280296 823 | "m/z 71.10  84.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #115570: Heneicosane
57
85
5000 LI B B BN B
15 60 15. 80 16. oo 16. 20
113 m/z 85.10 63.44%
RECH ‘ Ll M1 169 197 205 253 296
m/z--> i&&%m@mmmmmmmmmﬁ
Abundance
57
' 15:60 15.80 16.00 16.20
5000 Al 85 m/z 43.10 45 .83%
113

154
131 170 197 239 281297

%

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #115576: Pentadecane, 8-hexyl- AN EEa TS S S
57 15.60 15.80 16.00 16.20
m/z 99.10 23.05%
85
5000
113
o ‘\ Lol 168 P12 2m seszs
”w“”“”w””“”.”““”.””.”.””.”.””.“.””.“.””“”. e
miz--> 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\BF102516\
Data File : BF090831.D

Aca On : 26 Oct 2016 2:05

Operator : UM/SJ

Sample : H5396-04 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 11 9-Octadecene, (E)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.88 2.51 ng 123595 Perylene-di12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecene. (E)- 252 C18H36 007206-25-9 72
2 Cvclopropane. 1-(1.2-dimethvlpro... 252 C18H36 041977-42-8 72
3 Thienol2.3-d1-1.3-thiaselenol-2-... 238 C5H2S3Se 081803-09-0 56
4 1.7-Dimethvl-4-(1-methvlethvlcyv... 210 C15H30 000645-10-3 53
5 Cyclohexane, 1,1"-(1,2-dimethyl-._. 222 C16H30 054889-87-1 46
Abundance Scan 1207 (15.882 min): BF090831.D (-1205) (-) m/z 83.10 100.00%
231 e
139, . 175196 278 299 325342 15.60 15.80 16.00 16.20
o} m/z 97.10 86.02%
m/z--> 50 100 150 200 250 300 350
Abundance #89786: 9-Octadecene, (E)-
55
83
5000 L B UL SULRURA SRR
29 15.60 15.80 16.00 16.20
111 m/z 69.10 73 .36%
o1l I | dh | 1‘ 139 168 106 224 252
m/z--> 50 150 200 250 300 350
Abundance
43 69
o7 15,60 15.80 16.00 16.20
5000 m/z 55.10 59.56%
) 125 153 182 209 252 rA‘mvavJ\fjh\VA&/w\kfﬁmfxw
m/z--> " 50 100 150 200 250 300 350
Abundance #81303: Thieno[2,3-d]-1,3-thiaselenol-2-thione T
69 15.60 15.80 16.00 16.20
0
45 028 m/z 57.10 59.47%
117
5000
- 158 1o,
‘ 136 ‘
o ..L Ay ,ﬂ\ L Iﬂ“ .Il, L T e e/
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090831.D

Aca On : 26 Oct 2016 2:05

Operator : UM/SJ

Sample : H5396-04 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 unknownl17.30 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
17.30 2.0 ng 142466  Perylene-d12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Androst-5.15-dien-3o0l acetate 314 C21H3002 1000251-88-0 27

2 9.12.15-Octadecatrienoic acid. e... 306 C20H3402 001191-41-9 15
3 1.3-Cvclopentadiene. 5.5-dimethyv... 136 C10H16

4 Bicvclol3.1.1Thept-3-en-2-one. 4... 150 C10H140 001196-01-6 11

1000163-57-0 15

5 Arsonous dichloride, methyl- 160 CH3AsCI2 000593-89-5 11
Abundance Scan 1331 (17.300 min): BF090831.D (-1328) (-) m/z 43.10 100.00%
43 9 145
5000 oo |l [[119 213 20
174 255 303 381
284 UM
Hod Il b 255 17.00 17.20 17.40 17.60
Oy ‘ ] m/z 95.10 92.08%
m/z--> 50 100 150 200 250 300 350
Abundance #125162: Androst-5,15-dien-3ol acetate
43
5000 314 III|IIIIIIIIIIII|IIII|
17.00 17.20 17.40 17.60
121 145 m/z 55.10 91.90%
\ ) H Llilen 2 o
0.... ‘ I e e ST
m/z--> 5 200 250 300 350
Abundance
79
R R
M 108 17.00 17.20 17.40 17.60
5000 m/z 107.10 91.84%
e 163 261 306
o 15 60 191 217237
T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #15300: 1,3-Cyclopentadiene, 5,5-dimethyl-2-propyl- R MR T
107 17.00 17.20 17.40 17.60
m/z 145.10 82.22%
5000 79
136
39 ‘
A N U [ BSOS
m/z--> 50 100 150 200 250 300 350 17.00 17. 20 17. 40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090831.D

Aca On : 26 Oct 2016 2:05

Operator : UM/SJ

Sample : H5396-04 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 5-Bromo-4-oxo-4,5,6,7-tetra... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.23 4.89 ng 240658 Perylene-d12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-4-oxo0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 53
2 Androstane-3.6.17-trione. (5.alp... 302 C19H2603 002243-05-2 43
3 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 38
4 Androstane-3.6.17-trione. (5.bet... 302 C19H2603 026991-58-2 30
5 Androstan-3,17-dione, 9,1l1-epoxy- 302 C19H2603 1000128-33-8 27
Abundance Scan 1500 (19.231 min): BF090831.D (-1496) (-) m/z 95.10 100.00%
9 9 302
50001 41
18.80 10.00 19.20 19.40
(o} . m/z 69.10 97 .94%
m/z--> 50 100 150 200 250 300 350
Abundance #67072: 5-Bromo-4-0x0-4,5,6, 7-tetrahydrobenzofurazan
109
45 137 218
5000 78 UV SURELIUN BUREL
160 18.80 19.00 19.20 19.40
m/z 109.10 86.11%
e
0! ‘.‘H L 'MI‘ .““‘. - A “.‘ I .“. —— e i
m/z--> 50 100 150 200 250 300 350
Abundance
123 273 302
207 18.80 10.00 10.20 19.40
5000 93 m/z 302.10 85.08%
149 231
175 251
R L L s L SO S
m/z--> 50 100 150 200 250 300 350
Abundance #68212: 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hepta... e
4 5 18.80 19.00 19.20 19.40
m/z 81.10 84 .59%
67 123
5000
147 218
175
ol ."‘,“;“.‘L.‘lzcl)p.‘...|.... ——— ; L I
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102516\
Data File : BF090831.D

Acq On : 26 Oct 2016 2:05

Operator : UM/SJ

Sample - H5396-04 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102116.M
Quant Title : 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_.96 8.0 ng 511897 1 6.80 1279890 20.0
unknown5 .06 5.06 3.4 ng 219936 1 6.80 1279890 20.0
unknown6 .57 6.57 39.3 ng 2512730 1 6.80 1279890 20.0
1-Heneicosyl formate 13.81 4.4 ng 294713 5 13.96 1339010 20.0
1-Heptacosanol 14 .45 3.4 ng 229962 5 13.96 1339010 20.0
Pentadecane, 8-he... 15.06 4.3 ng 212617 6 15.38 984155 20.0
Benzo[e]pyrene 15.27 2.3 ng 113995 6 15.38 984155 20.0
Heneicosane 15.84 5.8 ng 286925 6 15.38 984155 20.0
9-Octadecene, (E)- 15.88 2.5 ng 123595 6 15.38 984155 20.0
unknownl17 .30 17.30 2.9 ng 142466 6 15.38 984155 20.0
5-Bromo-4-oxo0-4,5... 19.23 4.9 ng 240658 6 15.38 984155 20.0
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