LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011516\
Data File : BF084502.D

Aca On : 15 Jan 2016 20:30

Operator : SJ/UM

Sample : H1127-03

Misc :

ALS Vial : 18 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-BF123115.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 4.338 195 197 201 rBvY 102922 128359 1.55% 0.147%
2 5.013 253 256 264 rVB 3066171 4717538 57.06% 5.407%
3 5.436 290 293 295 rBVY 7132440 7215276 87.27% 8.270%
4 5.824 325 327 330 rBV 229135 218403 2.64% 0.250%
5 6.476 380 384 386 rBY 5871369 8268014 100.00% 9.477%
6 6.590 391 394 397 rBVY 6417118 7193158 87.00% 8.245%
7 6.819 412 414 417 rBV 2080059 1744650 21.10% 2.000%
8 6.979 425 428 430 rBY 6645506 5822123 70.42% 6.673%
9 7.390 461 464 466 rBV 5209312 5176675 62.61% 5.933%
10 8.110 524 527 529 rBVY 2443860 2389366 28.90% 2.739%
11 8.819 587 589 591 rVB 104605 89443 1.08% 0.103%
12 9.185 618 621 624 rBVY 5656528 7777175 94.06% 8.914%
13 9.276 626 629 631 rBV3 56659 88893 1.08% 0.102%
14 9.527 648 651 654 rBV2 44435 91653 1.11% 0.105%

15 9.585 654 656 658 rBVY 1506623 1261650 15.26% 1.446%

16 9.802 673 675 677 rVB 239324 192741 2.33% 0.221%
17 9.859 678 680 682 rvV 1765766 2352830 28.46% 2.697%
18 9.893 682 683 685 rvB 228248 185284 2.24% 0.212%
19 10.030 692 695 697 rBv2 42520 94256 1.14% 0.108%
20 10.065 697 698 701 rvv 164783 171926 2.08% 0.197%

21 10.167 705 707 710 rBV3 51460 82883 1.00% 0.095%
22 10.305 715 719 720 rBV 245574 287608 3.48% 0.330%
23 10.408 726 728 731 rVB 216651 210157 2.54% 0.241%
24 10.522 735 738 741 rvv2 121201 187103 2.26% 0.214%
25 10.659 747 750 752 rBV2 3466471 4855547 58.73% 5.565%

26 10.773 758 760 764 rBV 365124 405153 4_.90% 0.464%
27 10.956 774 776 781 rBV3 46349 114011 1.38% 0.131%
28 11.219 798 799 800 rBV 168182 136888 1.66% 0.157%
29 11.242 800 801 805 rvB2 112325 156288 1.89% 0.179%
30 11.345 808 810 814 rBv2 2290992 3288612 39.78% 3.769%

31 11.425 814 817 818 rVB 337719 433321 5.24% 0.497%
32 11.573 827 830 835 rBv2 101911 214769 2.60% 0.246%
33 11.848 852 854 855 rBvV 177112 154444 1.87% 0.177%
34 11.871 855 856 858 rvB 153779 191695 2.32% 0.220%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011516\
Data File : BF084502.D

Aca On : 15 Jan 2016 20:30

Operator : SJ/UM

Sample : H1127-03

Misc :

ALS Vial : 18 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-BF123115.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.928 858 861 862 rBv2 62981 95432 1.15% 0.109%
36 11.962 862 864 868 rvB2 263868 411693 4.98% 0.472%
37 12.053 868 872 873 rBv2 66205 98692 1.19% 0.113%
38 12.145 878 880 884 rvB2 113516 160451 1.94% 0.184%
39 12.293 890 893 894 rBvV2 78109 99142 1.20% 0.114%

40 12.328 894 896 899 rvB 56366 111396 1.35% 0.128%

41 12.396 899 902 904 rBV 166618 216001 2.61% 0.248%
42 12.431 904 905 908 rvB2 93941 159104 1.92% 0.182%
43 12.488 908 910 914 rVB3 67731 128765 1.56% 0.148%
44 12 .556 914 916 919 rBV 1499831 1300544 15.73% 1.491%
45 12.625 919 922 923 rBV2 42891 86474 1.05% 0.099%

46 12.705 926 929 931 rBV3 45326 100369 1.21% 0.115%
47 12.785 933 936 938 rBV 1279606 1334306 16.14% 1.529%
48 12.933 947 949 952 rVB 5326861 5370932 64.96% 6.156%
49 13.002 952 955 959 rBv4 106605 197419 2.39% 0.226%
50 13.116 961 965 966 rVB 188584 301865 3.65% 0.346%

51 13.185 966 971 972 rBV2 136555 248082 3.00% 0.284%
52 13.219 972 974 975 rBV 181177 177977 2.15% 0.204%
53 13.311 980 982 983 rVB 140232 116627 1.41% 0.134%
54 13.345 983 985 986 rBV 77638 103093 1.25% 0.118%
55 13.505 997 999 1001 rBV3 74204 135351 1.64% 0.155%

56 13.619 1007 1009 1013 rVB 90791 114390 1.38% 0.131%
57 13.722 1016 1018 1020 rBVZ2 84609 170322 2.06% 0.195%
58 13.848 1026 1029 1034 rBV2 467264 750815 9.08% 0.861%
59 13.985 1038 1041 1042 rBV2 1915494 2266919 27.42% 2.598%
60 14.374 1072 1075 1076 rBV 106376 128075 1.55% 0.147%

61 14.465 1081 1083 1084 rVVv2 115696 125349 1.52% 0.144%
62 14.488 1084 1085 1089 rVB4 87928 181632 2.20% 0.208%
63 14.762 1106 1109 1113 rBvV4 67465 183124 2.21% 0.210%
64 15.002 1127 1130 1134 rBV 350356 769660 9.31% 0.882%
65 15.082 1134 1137 1140 rVB 991789 1131947 13.69% 1.297%

66 15.288 1152 1155 1157 rVB 181686 283497 3.43% 0.325%
67 15.345 1157 1160 1163 rBV 298487 471414 5.70% 0.540%
68 15.402 1163 1165 1171 rVB 1222421 1740857 21.06% 1.995%
69 15.848 1201 1204 1207 rBV 769312 1209224 14.63% 1.386%
70 16.065 1221 1223 1229 rVB6 87426 210243 2.54% 0.241%

71 16.602 1267 1270 1275 rBV4 85082 196467 2.38% 0.225%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011516\
Data File : BF084502.D

Aca On : 15 Jan 2016 20:30

Operator : SJ/UM

Sample : H1127-03

Misc :

ALS Vial : 18 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 16.774 1282 1285 1290 rVB2 130569 259489 3.14% 0.297%
73 17.185 1319 1321 1325 rVB 100541 202098 2.44% 0.232%

Sum of corrected areas: 87247129
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084502.D

Aca On : 15 Jan 2016 20:30

Operator : SJ/UM

Sample : H1127-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF084502.D
7000000 5|44
6.59 6.98

6000000 6.48
7.39

5000000
4000000

5.01
3000000

6.82
2000000

1000000

4.34 5.82
e e T L
I T I T I T I I I

I I
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF084502.D
7000000

6000000
9.18 12.93

5000000

4000000
10.66

3000000
8.11 11.34

2000000

1000000

oL 8 b2 ogs °FRAMINTS | 100 B Gor e me) BANSTESS

I
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance TIC: BF084502.D
7000000

8.82

6000000

5000000

4000000

3000000

13.98

2000000 15.40

15.85
1000000

15.
1418940 14.76 : 16.07 16.606.77 17.19

r—

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084502.D

Aca On : 15 Jan 2016 20:30

Operator : SJ/UM

Sample : H1127-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

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

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

5.01 54.08 ng 4717540 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 256 (5.013 min): BF084502.D (-253) (-) m/z 43.10 100.00%
a3
59
5000 k
T 450 450 500 550 540
83 : : : : :
o...,....,....,..??','....,??.'.,...‘??...7?,....,....,|....,. m/z 59.10 62.95%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SR S SRR
4.60 4.80 5.00 5.20 5.40
m/z 101.10 20.64%
15 31 101
o . 25.° 37, 53 83 \
miz--> e o A A A A AR
Abundance
43
- 460 4.80 500 520 540
5000 m/z 58.10 16.13%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e
50 4.60 4.80 5.00 5.20 5.40
m/z 41.05 9.73%
5000 41
31
| © g
0 "'I'}é'I""I""I""I??"I""I""I""I' '9?I""I' URRRE RN AR N
m/z--> 10 20 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084502.D

Aca On : 15 Jan 2016 20:30

Operator : SJ/UM

Sample : H1127-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 2-Pentanone, 4-methoxy-4-me... Concentration Rank 10

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

5.82 2.50 ng 218403 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 N-.alpha.-Acetvlalvcinamide 116 C4H8N202 002620-63-5 38
3 1-Methoxvethanimine. N-acetvl- 115 C5H9NO2 099028-43-0 25
4 1.3-Dioxolane. 2-(l-methvlethvl)- 116 C6H1202 000822-83-3 25
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 17

Abundance Scan 327 (5.824 min): BF084502.D (-325) (-) m/z 43.10 100.00%
43 7
5000
. &5 e 100 115 540 560 580 6.00 6.20
o S 7/ P SRS S S 1N [ m/z 73.10 90.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13056: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 USRNSSR S
540 5.60 5.80 6.00 6.20
m/z 115.10 10.78%
5 2 % g | s 100 B
Ol e e T T T T T T T T T
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30 73
43 540 560 580 6.00 6.20
5000 m/z 41.10 10.37%
o P 51 58 83 100 117
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7558: 1-Methoxyethanimine, N-acetyl-
43 540 5.60 5.80 6.00 6.20
100 m/z 42.10 7.42%
5000
115
0 29 37 || 5158 67 27985 94 | 107 ]
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120 540 560 580 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084502.D

Aca On : 15 Jan 2016 20:30

Operator : SJ/UM

Sample : H1127-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 unknown6.59 Concentration Rank 1

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

6.59 82.46 ng 7193160 1,4-Dichlorobenzene-d4 6.82
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 12
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 394 (6.590 min): BF084502.D (-391) (-) m/z 132.00 100.00%
32
5000 68
6 T rrrrrrrr[frrrrprrrry[rrr
54 ‘ 75 104 6.20 6.40 6.60 6.80 7.00
o.,....,....'I'!.‘.‘.?,.'!..,.-!.'.|,....,..f.‘?,....,.'!..,.1.1?.,....,'.~..,... m/z 68.10 47.35%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 R A I R R
6.20 6.40 6.60 6.80 7.00
78 m/z 134.00 33.88%
e o
O T T P T T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 30.97%
33 am g7 105
51 60 70 78 g 115
O T T T T T R T T T T T T e T T
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 19.89%
5000
92
o273 Sl s \ m | T
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084502.D

Aca On : 15 Jan 2016 20:30

Operator : SJ/UM

Sample : H1127-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

10.30 2.44 ng 287608 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Heptadecane 240 C17H36 000629-78-7 83
5 Tetradecane 198 C14H30 000629-59-4 83

Abundance Scan 719 (10.305 min): BF084502.D (-715) (-) m/z 57.10 100.00%

g7
43

71

5000

99 10.00 10.20 10.40 10.60

113127141 165

o m/z 43.10 68.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 LA L L L L LB L LB
85 10.00 10.20 10.40 10.60
29 m/z 71.05 59.24%
o S
T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 R s e e e AR
71 10.00 10.20 10.40 10.60
5000 85 m/z 85.10 39.55%
29 141
. 9113 169
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45544: Tridecane T T T
43 97 10.00 10.20 10.40 10.60
m/z 41.10 29.31%
71
5000
85
29
s ||| eusenames e
e e e e e e e e e e e R A RERER RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 00 10 20 10 40 10 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084502.D

Aca On : 15 Jan 2016 20:30

Operator : SJ/UM

Sample : H1127-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 Tridecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.77 2.46 ng 405153 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Eicosane 282 C20H42 000112-95-8 90
3 Heptacosane 380 C27H56 000593-49-7 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Heneicosane 296 C21H44 000629-94-7 86
Abundance Scan 760 (10.773 min): BF084502.D (-758) (-) m/z 57.10 100.00%
57
5000 g5
113 140 169 10.40 10.60 10.80 11.00
o...l.\,.!..-'....,.n..‘.,2°.7...,.... 0 | | m/z 43.10 63.68%
m/z--> 50 100 150 200 250 300 350
Abundance #45544: Tridecane
57
5000 U R RUREE B
85 mmmmmmnm
29 ‘ m/z 71.10 56.14%
m/z--> 50 100 150 200 250 300 350
Abundance
57
10,40 10.60 10.80 11.00
5000 m/z 85.10 36.23%
85
29
0 113 141 169 282
m/z--> 55 160 1éo 200 250 300 3%0
Abundance #151556: Heptacosane R e R RA R
57 10.40 10.60 10.80 11.00
m/z 41.05 28.27%
5000
85
0 %9 (118 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1éo 260 250 360 3%0 1040 1060 1080 1100 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084502.D

Aca On : 15 Jan 2016 20:30

Operator : SJ/UM

Sample : H1127-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 4H-Cyclopenta[def]phenanthrene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.96 2.50 ng 411693 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70
2 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 47
3 Methvl diselenide 190 C2H6Se2 007101-31-7 45
4 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 45
5 2,2"-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 42

Abundance Scan 864 (11.962 min): BF084502.D (-862) (-) m/z 190.10 100.00%
180
5000
94
63 81 165 11.60 11.80 12.00 12.20
ol 39,50 I 3126 139190 176 L2092 219 /7 189.05  98.58%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190
5000
o4 11.60 11.80 12.00 12.20
m/z 192.10 42.02%
oL 27 3050 63 8L | 110122 137 150 163 17 |
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
39 190
51 91 11.60 11.80 12.00 12.20
7 m/z 191.10 37.76%
5000 65 115 133 161 - -
103
147 175
L S L S W L L LIS IS W B W
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49343: Methyl diselenide
9 190 11.60 11.80 12.00 12.20
m/z 187.10 19.79%
175
5000
0 I e ..“Ml‘.‘lw e
mz-> 20 40 60 80 100 120 140 160 180 200 220 11.60 11.80 12.00 12.20

8270-BF123115.M Mon Jan 18 15:29:35 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084502.D

Aca On : 15 Jan 2016 20:30

Operator : SJ/UM

Sample : H1127-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 11H-Benzo[b]fluorene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.12 2.66 ng 301865 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 87
2 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 81
3 7H-Benzolclfluorene 216 C17H12 000205-12-9 80
4 Pvrene. l-methvl- 216 C17H12 002381-21-7 64
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 62
Abundance Scan 965 (13.116 min): BF084502.D (-961) (-) m/z 216.10 100.00%
216
5000
50 63 79 94 107121135149163176189 240253 273 12.80 13.00 13.20 13.40
o} m/z 215.10 79 .25%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67030: 11H-Benzo[b]fluorene
216
5000

12.80 13.00 13.20 13.40
m/z 213.05 19.87%

107
28 5063 8197 122139 163176189

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
216
12.80 13.00 13.20 13.40
5000 m/z 217.10 14 .95%
108
95
49 63 81 122135 150163176 189202
R B A e o e e AARRA RN EaE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67029: 7H-Benzol[c]fluorene R A s B
216 12.80 13.00 13.20 13.40
m/z 107.60 12.06%
5000
95 108
82 ‘ 189 ‘
o R AT ST | NS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084502.D

Aca On : 15 Jan 2016 20:30

Operator : SJ/UM

Sample : H1127-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 11H-Benzo[a]fluorene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

13.18 2.19 ng 248082 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 93
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 83
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 74
4 8H-Cvcloheptal4.51thienol3.2-E1-... 244 C12H12N4S 040106-83-0 64
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 59

Abundance Scan 971 (13.185 min): BF084502.D (-966) (-) m/z 216.10 100.00%

216
5000

107
43 57 70 83 121135150165 189203 ] 236 566 281 r;z/.z;o 123105? 113'50 13'3% o6%
pr b e ; .

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

Abundance #67034: 11H-Benzo[b]fluorene
216
5000
12.80 13.00 13.20 13.40
108 m/z 213.10 23.91%
0 57 94 139 163 189
- IIIIIIIIIIIIIIII
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
216
12.80 13.00 13.20 13.40
5000 m/z 217.10 18.76%
108
oL 5063 81 % 12213715016317618°
R AR RA RS e m e s e e e  RARRARRRERERE RS
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67036: Fluoranthene, 2-methyl- AN Eam T B B
216 12.80 13.00 13.20 13.40
m/z 107.30 11.59%
5000
108
95

49 63 81 122135 150163176 189202
— e R AR

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40

8270-BF123115.M Mon Jan 18 15:29:37 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084502.D

Aca On : 15 Jan 2016 20:30

Operator : SJ/UM

Sample : H1127-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 Bromoacetic acid, octadecyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.85 6.62 ng 750815 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 94
2 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 94
3 1-Docosene 308 C22H44 001599-67-3 91
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
5 10-Heneicosene (c,t) 294 C21H42 095008-11-0 91
Abundance Scan 1029 (13.848 min): BF084502.D (-1026) (-) m/z 57.10 100.00%
57 33
RIS SN SUNILE SRR B
139 13.60 13.80 14.00 14.20
0...,....',|.. . 168 196 215 238 257 277294 n/z  43.10 87 964
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154046: Bromoacetic acid, octadecyl ester
43
69
97
5000 RIS SN SUNILE SRR S
13.60 13.80 14.00 14.20
m/z 55.10 85.24%
154 181 208224 250

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

57 83
R e o e o
M 13.60 13.80 14.00 14.20
5000 111 m/z 83.10 83.62%

ol 25 139154169 101 210 238 266 295

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

Abundance #121981: 1-Docosene I L E s e
13.60 13.80 14.00 14.20

m/z 97.10 73 .83%

5000

125

:

153168
e IR mm e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084502.D

Aca On : 15 Jan 2016 20:30

Operator : SJ/UM

Sample : H1127-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 Heneicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.76 2.10 ng 183124 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 83
2 Heptadecane 240 C17H36 000629-78-7 83
3 Tetracosane 338 C24H50 000646-31-1 78
4 Nonadecane 268 C19H40 000629-92-5 60
5 Eicosane 282 C20H42 000112-95-8 47
Abundance Scan 1109 (14.762 min): BF084502.D (-1106) (-) m/z 57.10 100.00%
g7
85
5000
113 256 LN BN SRR SUNLRE
4 1 ]L 134152 182 204 21239 | 274 301 330 14.40 14.60 14.80 15.00
ob——— il m/z 43.10 71.63%
m/z--> 50 100 150 200 250 300
Abundance #115570: Heneicosane
57
85
5000 R DN BRI SN SUNI I
14.40 14.60 14.80 15.00
m/z 71.10 68.52%
29‘ 113
0 \‘ Al h H\ ‘hw h‘ u‘ { 1ﬁ1 | 169 197 225 253 296
m/z--> 55 160 150 200 2éo 360
Abundance
57
g5 14.40 14.60 14.80 1500
5000 m/z 85.10 53.30%
29
. 13 941 160 197 240
m/z--> o '55' ' "160' B '150' B '200' B '250' ' "360' L
Abundance #136481: Tetracosane e e AEREREAR
57 14.40 14.60 14.80 15.00
m/z 83.10 28.06%
5000 85
29 113
0 | I | /7y 141 169 197 225 253 281 309 338
m/z--> 5'0 1(')0 150 200 250 300 ' 14.'40 14.|60 14.|80 15.'00 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084502.D

Aca On : 15 Jan 2016 20:30

Operator : SJ/UM

Sample : H1127-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

15.85 13.89 ng 1209220 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Pentacosane 352 C25H52 000629-99-2 90

Abundance Scan 1204 (15.848 min): BF084502.D (-1201) (-) m/z 57.10 100.00%

57
5000 85

15. 60 15. 80 16 00 16. 20

141 169
oL——34 I llﬂ A iQd 197 225 260 289309 343 378 | sz 71.10  59.28%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57
5000 |||||||||||||||||||

85 15,60 15.80 16.00 16.20
m/z 43.10 57.12%

29
0 | || M8 141 169 197 225 253 281 323 351 380
b T 141 169 197 225 253 281 323 351 380
miz--> 50 100 150 200 250 300 350
Abundance
57

15.60 15. 80 16.00 16.20

5000 85 m/z 85.10 44 _70%
113
ol 38 141 182 217 257 281 308 337
— T T T T T e e e
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane N RN T E e e
57 15.60 15.80 16.00 16.20

m/z 55.10 20.32%

85
5000
29 113

ol L 169 197 225 253 296
L L AL LI | LIRS B s e B L B L L 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\BF011516\
Data File : BF084502.D

Aca On : 15 Jan 2016 20:30

Operator : SJ/UM

Sample : H1127-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 unknownl16.07 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.07 2.42 ng 210243 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-(4-methoxvbutvl)- 264 C19H200 144000-76-0 27
2 7.12a-Dimethvl-1.2.3.4.4a.11.12.... 264 C20H24 075758-27-9 18
3 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 16
4 1.1-Diphenvl-2-propvnvl dimethvl... 279 C18H17NO2 010473-88-8 14
5 3-(Dimethylamino-carbonyl)-1,2-d... 263 C18H17NO 1000147-36-8 14
Abundance Scan 1223 (16.065 min): BF084502.D (-1221) (-) m/z 191.05 100.00%
191
o1 264
5000 2 123
163 B et
223244 15.80 16.00 16.20 16.40
0 m/z 264.10 58.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #96968: Anthracene, 9-(4-methoxybutyl)-
191
5000 264 LI B UL SN BULR
15.80 16.00 16.20 16.40
45 m/z 81.10 49 .02%
026 | 6585 115139 195 | 13232
m/z--> §0 160 1éo 260 2éo 360 3éo 460
Abundance
264
15.80 16.00 16.20 16.40
5000 207 m/z 69.10 47 .09%
168
L L L L WL L WL L W
m/z--> 50 100 150 200 250 300 350 400
Abundance #60238: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen Al EEma s B
191 15.80 16.00 16.20 16.40
m/z 123.10 42 .53%
5000
123 149
OII\I“IHIG‘?L\I‘IMI\MI;JI\LIILIIdl‘{lllllll T e B
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084502.D

Aca On : 15 Jan 2016 20:30

Operator : SJ/UM

Sample : H1127-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 unknownl16.60 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.60 2.26 ng 196467 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolbltriphenvlene 278 C22H14 000215-58-7 49
2 Bicvclol10.8.0leicosane. cis- 278 C20H38 1000155-82-2 46
3 1.2:7.8-Dibenzophenanthrene 278 C22H14 000213-46-7 45
4 E-11(13-MethvD)tetradecen-1-ol a... 268 C17H3202 1000130-80-4 38
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 38
Abundance Scan 1270 (16.602 min): BF084502.D (-1267) (-) m/z 57.10 100.00%
278

5000

16.20 16.40 16.60 16.80 17.00

0 m/z 278.05 93.44%
m/z--> 50 100 150 200 250 300 350
Abundance #105329: Benzo[b]triphenylene
o7
5000 LA L I L L B L L L B
16 20 16. 40 16. 60 16. 80 17. OO
139 m/z 43.10 82.20%
oL 39 63 92 112‘ | 174 200 224 250 |
T AL e e B e e e e e e e L L B S B e o B e S
m/z--> 50 100 150 200 250 300 350
Abundance
55
T T T
82 16.20 16.40 16.60 16.80 17.00
5000 278 m/z 82.05 80.57%
29
109
0 137 166 1094 222 250
T e e e e e e B L A o B e e e o o S
m/z--> 50 100 150 200 250 300 350
Abundance #105339: 1,2:7,8-Dibenzophenanthrene A RREEE RS E ST
278 16.20 16.40 16.60 16.80 17.00
m/z 55.10 57.85%
5000
139
oL.28 71 92 113. | 174 200 224 250
e T T T T
m/z--> 50 100 150 200 250 300 350 16 20 16. 40 16. 60 16. 80 17. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011516\
Data File : BF084502.D

Acq On : 15 Jan 2016 20:30

Operator : SJ/UM

Sample : H1127-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.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... 5.01 54_.1 ng 4717540 1 6.82 1744650 20.0
2-Pentanone, 4-me... 5.82 2.5 ng 218403 1 6.82 1744650 20.0
unknown6 .59 6.59 82.5 ng 7193160 1 6.82 1744650 20.0
Eicosane 10.30 2.4 ng 287608 3 9.86 2352830 20.0
Tridecane 10.77 2.5 ng 405153 4 11.34 3288610 20.0
4H-Cyclopenta[def... 11.96 2.5 ng 411693 4 11.34 3288610 20.0
11H-Benzo[b]fluorene 13.12 2.7 ng 301865 5 13.98 2266920 20.0
11H-Benzo[a]fluorene 13.18 2.2 ng 248082 5 13.98 2266920 20.0
Bromoacetic acid,... 13.85 6.6 ng 750815 5 13.98 2266920 20.0
Heneicosane 14.76 2.1 ng 183124 6 15.40 1740860 20.0
Heptacosane 15.85 13.9 ng 1209220 6 15.40 1740860 20.0
unknownl16 .07 16.07 2.4 ng 210243 6 15.40 1740860 20.0
unknownl16 .60 16.60 2.3 ng 196467 6 15.40 1740860 20.0
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