LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090294.D

Aca On : 29 Sep 2016 16:42

Operator : UM/SJ

Sample = H4982-07

Misc :

ALS Vial : 12 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-BF092016.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 1.644 3 5 24 rVB 355174 853402 21.86% 1.841%
2 4.547 256 259 268 rBV 353628 763477 19.56% 1.647%
3 5.027 298 301 303 rBVY 2974109 3609966 92.47% 7.788%
4 6.125 394 397 400 rBVY 2278089 3903913 100.00% 8.422%
5 6.227 403 406 409 rVB 2745618 3453532 88.46% 7.451%
6 6.456 424 426 429 rBV 621921 725626 18.59% 1.565%
7 6.616 437 440 443 rBV 2618221 2666218 68.30% 5.752%
8 7.039 474 A77 479 rBV 2149923 2333299 59.77% 5.034%
9 7.519 516 519 528 rVB5 22661 69578 1.78% 0.150%
10 7.748 537 539 544 rBVY 1095068 1027788 26.33% 2.217%
11 8.468 600 602 604 rBV 34320 39587 1.01% 0.085%
12 8.833 631 634 637 rBY 3269001 3388347 86.79% 7.310%
13 9.165 661 663 664 rBV 36573 40663 1.04% 0.088%

14 9.233 667 669 672 rvVv 967892 928647 23.79%% 2.003%
15 9.359 675 680 682 rBvV 120807 148675 3.81% 0.321%

16 9.462 687 689 690 rvv 51403 43374 1.11% 0.094%
17 9.496 690 692 693 rvv 1223659 1039818 26.64% 2.243%
18 9.531 693 695 697 rvB 103849 121672 3.12% 0.262%

19 9.702 708 710 712 rBV 74257 88950 2.28% 0.192%
20 9.919 725 729 730 rBvV2 23441 56082 1.44% 0.121%
21 9.953 730 732 734 rVB2 77960 96940 2.48% 0.209%

22 10.033 738 739 743 rVB 118762 140210 3.59% 0.302%
23 10.171 748 751 758 rBV5 43034 120508 3.09% 0.260%
24 10.285 758 761 763 rBV 1876435 1974549 50.58% 4._.260%
25 10.434 770 774 777 rBV2 96521 201556 5.16% 0.435%

26 10.514 779 781 783 rBvV2 44948 46098 1.18% 0.099%
27 10.616 788 790 792 rvv2 37782 68799 1.76% 0.148%
28 10.651 792 793 795 rvv2 39050 63177 1.62% 0.136%
29 10.731 798 800 803 rvv4 44958 78239 2.00% 0.169%
30 10.822 807 808 810 rBV 28105 40393 1.03% 0.087%

31 10.868 810 812 818 rVvB2 83906 192109 4.92% 0.414%
32 10.971 818 821 822 rBV 580477 1090225 27.93% 2.352%
33 10.994 822 823 825 rvV 770543 563318 14.43% 1.215%
34 11.039 825 827 829 rvVv 343846 328737 8.42% 0.709%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090294.D

Aca On : 29 Sep 2016 16:42

Operator : UM/SJ

Sample = H4982-07

Misc :

ALS Vial : 12 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-BF092016.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.085 829 831 832 rVB 33330 44630 1.14% 0.096%

36 11.199 838 841 842 rBv2 107551 133067 3.41% 0.287%
37 11.302 848 850 852 rvB2 46754 64710 1.66% 0.140%
38 11.462 862 864 865 rBvV 131870 148614 3.81% 0.321%
39 11.496 865 867 869 rvv 188580 193915 4._.97% 0.418%
40 11.531 869 870 872 rvv2 153211 231208 5.92% 0.499%

41 11.576 872 874 878 rvB2 216881 388099 9.94% 0.837%

42 11.702 883 885 887 rBvV 52178 40357 1.03% 0.087%
43 11.759 889 890 891 rBvV 84410 78972 2.02% 0.170%
44 11.908 902 903 905 rBvV2 32399 39082 1.00% 0.084%
45 11.942 905 906 909 rVvB 50866 67662 1.73% 0.146%

46 12.011 910 912 914 rBV 124218 162326 4.16% 0.350%
47 12.045 914 915 918 rVB 82327 93072 2.38% 0.201%
48 12.091 918 919 922 rVB2 93050 106603 2.73% 0.230%
49 12.171 924 926 928 rBV 1360018 1368414 35.05% 2.952%
50 12.228 928 931 933 rvv3 49756 69727 1.79% 0.150%

51 12.262 933 934 936 rVB 68679 54463 1.40% 0.118%
52 12.308 936 938 943 rBVv3 113904 228482 5.85% 0.493%
53 12.388 943 945 949 rBV 1116145 1471258 37.69% 3.174%
54 12.445 949 950 955 rvB3 56660 97208 2.49% 0.210%
55 12.514 955 956 957 rBV 70964 52472 1.34% 0.113%

56 12.559 957 960 962 rBV 1988829 2504295 64.15% 5.403%
57 12.617 962 965 969 rBV3 98997 158608 4._.06% 0.342%
58 12.719 970 974 976 rVB2 207906 358492 9.18% 0.773%
59 12.788 978 980 981 rBV 198993 177107 4._.54% 0.382%
60 12.822 981 983 987 rVB3 242748 303666 7.78% 0.655%

61 12.914 989 991 992 rvv 117672 99103 2.54% 0.214%
62 12.948 992 994 996 rvVB2 71081 88660 2.27% 0.191%
63 13.108 1006 1008 1009 rBVZ2 98009 126021 3.23% 0.272%
64 13.222 1016 1018 1021 rVB2 71616 89338 2.29% 0.193%

65 13.337 1025 1028 1029 rBV 114887 182962 4.69% 0.395%

66 13.474 1038 1040 1044 rBV2 244350 384264 9.84% 0.829%
67 13.577 1046 1049 1054 rBV2 891452 2276467 58.31% 4.911%
68 13.680 1056 1058 1060 rBV2 105216 160930 4.12% 0.347%
69 13.965 1081 1083 1085 rBV 93468 141242 3.62% 0.305%
70 14.102 1092 1095 1098 rBV3 251107 363180 9.30% 0.784%

71 14.571 1134 1136 1140 rBV 605024 1091712 27.96% 2.355%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090294.D

Aca On : 29 Sep 2016 16:42

Operator : UM/SJ

Sample = H4982-07

Misc :

ALS Vial : 12 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-BF092016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 14.811 1155 1157 1159 rBV 369853 393282 10.07% 0.848%
73 14.857 1159 1161 1164 rVB 362816 466918 11.96% 1.007%
74 14.914 1164 1166 1171 rBV2 408082 625031 16.01% 1.348%
75 15.325 1199 1202 1204 rBvV2 148409 285649 7.32% 0.616%

76 16.068 1264 1267 1270 rVB2 186274 365707 9.37% 0.789%
77 16.400 1294 1296 1303 rVB 136579 266917 6.84% 0.576%

Sum of corrected areas: 46351364
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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\BF092916\

BF090294.D

29 Sep 2016 16:42

UM/SsJ

H4982-07

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000y g4

TIC: BF090294.D

5.03

6.23
6.62

6.1
7.04

6.46

4.55

0
Time-->

4.00

I
4.50 5.00

5.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

O+

7.75

TIC: BF090294.D

12.56
10.28

12.17

LS
T T T T T T T | T T T T [ T T T T [ T T T T

Time-->

9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF090294.D

Time-->

17.00

14.00 14.50 15.00 15.50 16.00 16.50

17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090294.D

Aca On 1 29 Sep 2016 16:42

Operator : UM/SJ

Sample = H4982-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4_.55 21.04 ng 763477 1,4-Dichlorobenzene-d4 6.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 259 (4.547 min): BF090294.D (-256) (-) m/z 43.10 100.00%
43
59
5000
101 IBESARBEASEBE RN SN
83 420 4.40 4.60 4.80
o...,....,....,....-,':...?.1.~!~.|,...‘??....,.-...,....-,....,....,....,....,...., m/z 59.10 66.59%
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 L L L UL L B
59 420 440 460 480
m/z 101.10 26.74%
15 31 ‘ 101
0'”PL'P”M“”ﬁm'ﬁ{hl“”P'“ﬁ%W'“HL'W”'W”“P'”P“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
420 440 4.60 480
5000 M m/z 58.10 17.03%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4-methyl-
43 420 4.40 4.60 4.80

m/z 41.10 9.38%

o

5000
15 - 101
‘ 21 56 ‘
/ AT Ll | , 86 |
B L L B L B L o L B RS R R RE RS RER

10 20 30 40 50 60 70 80 90 100 110 120 130 140

4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090294.D

Aca On 1 29 Sep 2016 16:42

Operator : UM/SJ

Sample = H4982-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 unknown6.23 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.23 95.19 ng 3453530 1,4-Dichlorobenzene-d4 6.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
Abundance Scan 406 (6.227 min): BF090294.D (-403) (-) m/z 132.10 100.00%
5000 68
40 % 580 6.00 6.0 6.40 6.60
54 . . . :
0 g laeewr o Wz 68.10  44.77%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LRI L LS IR

5.80 6.00 6.20 6.40 6.60
m/z 134.10 32.61%

31 51
0 ‘ Il 1 H 1y jg !
T T T T e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
s B LR e
580 6.00 6.20 6.40 6.60
5000 m/z 66.10 27 .35%
104
66
ol 14 27 39 1 T g9 115
e e A B S
m/z--> 20 40 60 80 100 120 140 160 180 N
Abundance #52379: Tranylcypromine- proplonyl T Rmria B e
57 132 580 6.00 6.20 6.40 6.60
24 m/z 69.10 17.46%
116
5000 98
S SSSSUSSSIN WU VO ¥ 1 e - s
m/z--> 20 40 100 120 140 160 180 580 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090294.D

Aca On 1 29 Sep 2016 16:42

Operator : UM/SJ

Sample = H4982-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 5 Dodecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.17 2.32 ng 120508 Acenaphthene-d10 9.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 70
2 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 50
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 49
4 Heptacosane 380 C27H56 000593-49-7 47
5 Heptadecane 240 C17H36 000629-78-7 43
Abundance Scan 751 (10.171 min): BF090294.D (-748) (-) m/z 57.10 100.00%
57
71
5000
9.80 10.00 10.20 10.40
o} m/z 71.10 62.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38318: Dodecane
57
43
5000 & BN SRR B
85 9. 80 10 00 10. 20 10.40
29 ‘ m/z 43.10 47 .39%
LI O i L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 9.80 10.00 10.20 10.40
5000 71 m/z 85.10 33.23%
85
29 99 113
0 127141155169183196211225239254
IR R RN L LR BN B RN AR LY BN BN LR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #140552: Dodecane, 1-iodo- B RE e T o
57 9.80 10.00 10.20 10.40
71 m/z 168.10 27 .26%
5000 43 85
29 99
m/z--> 2'0 4'0 6|O 8|O 1(')0 12'0 14'10 1('30 15';0 200 22'0 24'10 ' 9.80 10.00 10.20 10.40

8270-BF092016.-M Fri Sep 30 16:50:11 2016 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090294.D

Aca On 1 29 Sep 2016 16:42

Operator : UM/SJ

Sample = H4982-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 Dodecane, l1l-iodo- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.43 3.70 ng 201556 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 1l-i1odo- 296 C12H25l1 004292-19-7 87
2 Octadecane 254 C18H38 000593-45-3 86
3 Tridecane. 2-methvl- 198 C14H30 001560-96-9 86
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 80
5 Tetracosane 338 C24H50 000646-31-1 78
Abundance Scan 774 (10.434 min): BF090294.D (-770) (-) m/z 57.10 100.00%
57
71

5000

10.20 10.40 10.60 10.80

o m/z 71.10 75.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #140552: Dodecane, 1-iodo-
57
71
5000 43 85 B e
10. 20 10. 40 10. 60 10 80
29 99 m/z 43.10 54 _.05%
T e e e e e e e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 R IR S R
71 10.20 10.40 10.60 10.80
5000 85 m/z 85.10 46.22%
29 99 113
o 127 141 155 169 183 197 211 225 239 254
IR o o e R o e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59889: Tridecane, 2-methyl- R L N
43 57 10.20 10.40 10.60 10.80
m/z 41.10 24 .30%
71
5000
85
29 9
0 \‘ ‘ | T R RN 11\3 127141 155 183 198
“.”,”.w.”.“.”,”.w.”.“.” T R e LA e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. 20 10. 40 10. 60 10 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090294.D

Aca On 1 29 Sep 2016 16:42

Operator : UM/SJ

Sample = H4982-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 Dibenzothiophene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.87 3.52 ng 192109 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 64
2 Azuleno(2.1-b)thiophene 184 C12H8S 000248-13-5 52
3 Naphthol2.1-blthiophene 184 C12H8S 000233-02-3 49
4 Naphthalene. 2-ethenvl-6-methoxv- 184 C13H120 063444-51-9 49
5 Naphtho[1,2-b]Jthiophene 184 C12H8S 000234-41-3 47
Abundance Scan 812 (10.868 min): BF090294.D (-810) (-) m/z 184.10 100.00%
184
57
5000
10.60 10.80 11.00 11.20
o} m/z 57.10 69.86%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48783: Dibenzothiophene
184
5000 L S SR UL U
10,60 10.80 11.00 11.20
139 m/z 71.10 48.63%
ol 1828 39 51 69 79 92101 113 126 | 192 169 |,
m/z--> 20 40 60 éo 100 120 140 160 180
Abundance
184
10,60 10.80 11.00 11.20
5000 m/z 43.10 43.27%
O ® 83 iz a0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48784: Naphtho[Z,l—b]thiophene LI L L L L B L L
184 10.60 10.80 11.00 11.20
m/z 85.10 32.10%
5000
139
152
o 20 56 6079 2101113126 | | 169 ||
m/z--> 20 40 60 80 100 120 140 160 180 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090294.D

Aca On 1 29 Sep 2016 16:42

Operator : UM/SJ

Sample = H4982-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 Phenanthrene, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.46 2.73 ng 148614 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 97
2 Anthracene. 1-methvl- 192 C15H12 000610-48-0 96
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
4 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 94
5 1H-Indene, 1l-phenyl- 192 C15H12 001961-96-2 93

Abundance Scan 864 (11.462 min): BF090294.D (-862) (-) m/z 192.10 100.00%

192

5000

g2 94 11.20 11.40 11.60 11.80

1
39 51 63 113126 139150 224

0 m/z 191.10 58.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54750: Phenanthrene, 2-methyl-
192
5000
11.20 11.40 11.60 11.80
165 m/z 189.10 32.93%
oL 273051 63 8 7 115127139152 | 177 |
”.,”..“..w..”,.”.,”..“..w..”,.”. AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
192
11.20 11.40 11.60 11.80
5000 m/z 193.10 17.61%
82 94 165
o 27 39 51 63 115127139152 | 177
T T T T T T T T e T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54735: Anthracene, 2-methyl- e
192 11. 20 11. 40 11. 60 11. 80

m/z 190.10 16.27%

5000
165
oL, 15 27 39 51 63 8396 115197139152 " 177 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.20 11. 40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090294.D

Aca On 1 29 Sep 2016 16:42

Operator : UM/SJ

Sample = H4982-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 Phenanthrene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.50 3.56 ng 193915 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 97
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 93
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 92
Abundance Scan 867 (11.496 min): BF090294.D (-865) (-) m/z 192.10 100.00%
192
5000
95 T T
82 165 180 11.20 11.40 11.60 11.80
152
ol 39 50 63 115126 139 210 77 191.10 56 06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54746: Phenanthrene, 1-methyl-
192
5000
11.20 11.40 11.60 11.80
165 m/z 189.10 28.68%
0 27 39 50 63 74 g5 96 115126 139 152 | 176 hh
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
192
11.20 11.40 11.60 11.80
5000 m/z 193.10 16.56%
04 165
0 27 39 51 63 82 115126 139 152 176
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #54735: Anthracene, 2-methyl- e R
192 11.20 11.40 11.60 11.80
m/z 190.10 14 .26%
5000
165
ol 15 27 39 51 63 83 9% 115106130152 176 WH
m/z--> 20 40 60 8 100 120 140 160 180 200 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090294.D

Aca On 1 29 Sep 2016 16:42

Operator : UM/SJ

Sample = H4982-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 Pentadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.53 4.24 ng 231208 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 72
2 Tetradecanoic acid 228 C14H2802 000544-63-8 62
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 60
4 Tritetracontane 605 C43H88 007098-21-7 11
5 Propyl 4,4-dimethyl-3-oxopentanoate 186 C10H1803 077067-73-3 11
Abundance Scan 870 (11.531 min): BF090294.D (-869) (-) m/z 73.05 100.00%
3 60
5000 192
g 157171 1120 1140 1160 1180
0 m/z 60.05 79.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid
43 60 73
29
5000 S SR UL DO R
242 11.20 11.40 11.60 11.80
129 199 m/z 43.10 77.85%
115
mmw”,%w,ﬁﬁﬂ@mw@ww,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11.20 1140 11.60 11.80
5000 129 m/z 57.10 72.70%
29 85 185 228
. 98 5 143557171 199213
m/z--> ﬁo Jo éo éo 160 150 150 1éo 180 200 220 250 2éo
Abundance #107547: n-Hexadecanoic acid R B R
4B g 7 11.20 11.40 11.60 11.80
m/z 55.10 58.46%
5000 29
129
85 256
ob Ll “‘ M 8 115 | 143157171185 199 *}3 227530
m/z--> ﬁo Jo éo 80 100 120 140 160 180 200 220 240 260 11'20 11. 40 11. 60 11|8O
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090294.D

Aca On 1 29 Sep 2016 16:42

Operator : UM/SJ

Sample = H4982-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.58 7.12 ng 388099 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 60
2 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4CI1202 000090-60-8 50
3 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 43
4 2.6-Dichlorobenzaldoxime 189 C7H5CI2NO 025185-95-9 42
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 35
Abundance Scan 874 (11.576 min): BF090294.D (-872) (-) m/z 189.10 100.00%
1

5000

B
a

11.20 11.40 11.60 11.80

1
113 127139151 204 224

(0} m/z 190.10 99.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53204: 4H-Cyclopenta[def]phenanthrene
190
5000
11.20 11.40 11.60 11.80
95 m/z 192.10 53.80%
o2 43 874 | 111124137150 263175 ||
I B L e e e
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
190
RN R e e e
11.20 11.40 11.60 11.80
5000 m/z 191.10 44 _84Y%
63
133144 172
o1z 20 49 | T4 g | an 160
R I o o e B B N B o A mEE s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52976: 2,3,5,6-Tetramethylterephthalaldehyde
3 190 11.20 11.40 11.60 11.80

m/z 187.10 21.35%

5000 115 133 161

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 11. 20 11. 40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090294.D

Aca On 1 29 Sep 2016 16:42

Operator : UM/SJ

Sample = H4982-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 9,10-Dimethylanthracene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.01 2.98 ng 162326 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Dimethvlanthracene 206 Cl16H14 000781-43-1 94
2 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 94
3 Anthracene. 1.4-dimethvl- 206 C16H14 000781-92-0 93
4 Naphthalene. 1.2-dihvdro-4-phenvl- 206 C16H14 007469-40-1 91
5 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 91

Abundance Scan 912 (12.011 min): BF090294.D (-910) (-) m/z 206.15 100.00%

206

5000

11.60 11.80 12.00 12.20 12.40

89
39 51 63 76 | "% 11515613 152 165 178

01 m/z 191.10 48.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66247: 9,10-Dimethylanthracene
6
5000 AL LI L L L L L L L
11.60 11.80 12.00 12.20 12.40
89 101 m/z 189.10 27 .58%
ol 14 2839 51 63 76 115127 139 152 165 178

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
206
11.60 11.80 12.00 12.20 12.40
5000 191 m/z 205.15 24 .85%
g9 101
o 27 39 51 63 16 115127139 152 165 178
I T e B A A o I o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66250: Anthracene, 1,4-dimethyl- M A N
206 11.60 11.80 12.00 12.20 12.40

m/z 207.15 17.24%

5000
191

89 103
27 39 51 63 76 ° ~°115197139 152165178 |

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.60 11.80 12.00 12.20 12.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090294.D

Aca On 1 29 Sep 2016 16:42

Operator : UM/SJ

Sample = H4982-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 Phenaleno[1l,9-bc]thiophene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.31 2.01 ng 228482 Chrysene-di12 13.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenalenoll.9-bclthiophene 208 C14H8S 079965-99-4 60
2 Benzene. l1l-methoxv-4-(phenvlethv... 208 C15H120 007380-78-1 47
3 Bicvclol4.3.01non-1(6)-ene-4.7-d. .. 208 C11H1204 1000153-42-1 42
4 Anthracene. 1l-methoxv- 208 C15H120 054458-84-3 38
5 Phenanthrene, 9-methoxy- 208 C15H120 005085-74-5 38
Abundance Scan 938 (12.308 min): BF090294.D (-936) (-) m/z 208.10 100.00%
208
5000
165
43 57 73 104 194 222 NS BN SRR
87 115129 150 |l 177 241 12.00 12.20 12.40 12.60
o} m/z 203.10 34.02%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67901: Phenaleno[1,9-bc]thiophene
208
5000
104 163 12.00 12.20 12.40 12.60
m/z 165.10 28.26%
o 45 62 74 91 | 122 137150 | 176
miz-> 20 40 60 85 100 120 140 160 180 200 220 240
Abundance
208
12.00 12.20 12,40 12.60
5000 193 m/z 222.10 22 .33%
165
O I I T B e e ot
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67360: Bicyclo[4.3.0]non-1(6)-ene-4,7-dione-8-carboxylic ... e L mm e S
120 148 208 12.00 12.20 12.40 12.60
m/z 163.10 21.74%
106 176
5000
7 91
27 39 55
134
ol 163 194 e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1200 1220 1240 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090294.D

Aca On 1 29 Sep 2016 16:42

Operator : UM/SJ

Sample = H4982-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 Fluoranthene, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.72 3.15 ng 358492 Chrysene-di12 13.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 94
2 11H-Benzolblfluorene 216 C17H12 000243-17-4 93
3 Pvrene. l-methvl- 216 C17H12 002381-21-7 83
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 81
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 76
Abundance Scan 974 (12.719 min): BF090294.D (-970) (-) m/z 216.15 100.00%
216
5000
107

94
189 12.40 12.60 12.80 13.00
63 81 163
0’ s 122135 100 A6 231 249 213 m/z 215.10 84.14%

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

Abundance #74424: Fluoranthene, 2-methyl-
216
5000
12.40 12.60 12.80 13.00
g5 108 m/z 213.10 23.08%
4 49 63 81 122135 150163176'09202
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
216
R EABEREE SRR
12.40 12.60 12.80 13.00
5000 m/z 107.50 19.92%

107
28 5063 8197 122139 163176189

A B £ 1L v NN |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #74412: Pyrene, 1-methyl- ey
6 12.40 12.60 12.80 13.00

m/z 217.15 16.85%

5000

27 50 63 81 122 137150163176
e T
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090294.D

Aca On 1 29 Sep 2016 16:42

Operator : UM/SJ

Sample = H4982-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 15 Pyrene, 1-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.82 2.67 ng 303666 Chrysene-di12 13.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 89
2 Pvrene. 2-methvl- 216 C17H12 003442-78-2 70
3 11H-Benzolalfluorene 216 C17H12 000238-84-6 50
4 Pvrene. 4-methvl- 216 C17H12 003353-12-6 50
5 1,2-Difluorostilbene 216 C14H10F2 000643-76-5 43
Abundance Scan 983 (12.822 min): BF090294.D (-981) (-) m/z 216.15 100.00%
216
5000 232
12.60 12.80 13.00 13.20
o 23266 | "m/z 215.10 52.76%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #74412: Pyrene, 1-methyl-
216
5000
12.60 12.80 13.00 13.20
9 s 189 m/z 232.15 46.96%
ol 27 5063 8l 122 137150163176 | 202
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
216
1260 12:80 13.00 13.20
5000 o5 m/z 94.45 26 .35%
108
189
o 53 67 81 122 150163
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #74423: 11H-Benzo[a]fluorene R  RREEEEES e
216 12.60 12.80 13.00 13.20
m/z 217.10 25.86%
5000
108
o 43 63 81 95
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 12/60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090294.D

Aca On 1 29 Sep 2016 16:42

Operator : UM/SJ

Sample = H4982-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 16 5-Octadecene, (E)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.47 3.38 ng 384264 Chrysene-di12 13.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 93
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 Cvclopentadecane 210 C15H30 000295-48-7 92
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91

Abundance Scan 1040 (13.474 min): BF090294.D (-1038) (-) m/z 57.10 100.00%

5000 4

:

234 T T T T T
o 196 218 | 250266 293 313 13.20 13.40 13.60 13.80

m/z 83.10 95.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104186: 5-Octadecene, (E)-
55

s

83
5000 LIS L L L B L L L L L
13.20 13.40 13.60 13.80
29 m/z 97.10 82.87%
o ‘ A 139 168 195 224 252
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
R B o
13.20 13.40 13.60 13.80
5000 111 m/z 69.10 77.27%
29

139 167 196 220238 266 204

i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol B R
55 83 13.20 13.40 13.60 13.80
m/z 55.10 75.85%
0 Lo 167 196 224 252 280 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 20 13. 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090294.D

Aca On 1 29 Sep 2016 16:42

Operator : UM/SJ

Sample = H4982-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 17 Octatriacontyl pentafluorop... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.10 3.19 ng 363180 Chrysene-di12 13.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 87
2 Tetratriacontvl pentafluoropropi... 641 C37H69F502 1000351-81-5 87
3 Tetratriacontvl heptafluorobutvrate 691 C38H69F702 1000351-84-1 87
4 Hexatriacontvl pentafluoropropio... 669 C39H73F502 1000351-89-0 83
5 Hexadecane 226 C16H34 000544-76-3 81
Abundance Scan 1095 (14.102 min): BF090294.D (-1092) (-) m/z 57.10 100.00%
57
97
5000 \_JVJ\Q/_,NA,ALJ\J,\J\—fA—~
239 12'80 14'00 1490 1440
39178 13.80 14.00 14.20 14.40
0----| |||||L‘fﬂ'ﬁﬂﬂ%71%3‘8ﬁ‘§j.%ﬁﬂwwwwmj m/Z 71-10 67-88%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242842: Octatriaconty| pentafluoropropionate
57
97
5000 R B B U B
13. 80 14. 00 14 20 14.40
m/z 43.10 63.02%
o 2q\“ d\‘}\‘ ;81 225 281 341376415 460 532 577 678
miz--> 0 §o 100 150 200 250 300 350 400 4éo 560 550 660 eéo '
Abundance
57
. 13.80 14.00 14.20 1440
5000 m/z 83.10 60.14%
139
ol 181 222 264 320 362 405 476 521 622 \_J\fo,dvv-JA\~‘”V~”fxvj\~,
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242758: Tetratriaconty! heptafluorobutyrate R  ERmmaT B
57 13.80 14.00 14.20 14.40
m/z 97.10 55.17%
97
5000
ob 39 181 222 264 306 348 390 432 476 521 672
miz--> 0 §o 160 1%0 200 250 300 350 400 4éo 560 séo 660 eéo ! 1380 1400 1420 1440
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090294.D

Aca On 1 29 Sep 2016 16:42

Operator : UM/SJ

Sample = H4982-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 18 Heptadecane, 2,6,10,15-tetr... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.33 9.14 ng 285649 Perylene-d12 14.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
2 Hexadecane. 3-methvl- 240 C17H36 006418-43-5 83
3 2-methvloctacosane 408 C29H60 1000376-72-8 83
4 Octacosane 394 C28H58 000630-02-4 83
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 81
Abundance Scan 1202 (15.325 min): BF090294.D (-1199) (-) m/z 57.10 100.00%

85

Hr

5000

231 15.00 15.20 15.40 15.60
141 177 20777 257278 373 398 426 : ' : :
0 299321344 m/z 71.10 81.15%
m/z--> 50 100 150 200 250 300 350 400
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092916\
Data File : BF090294.D

Acq On : 29 Sep 2016 16:42

Operator : UM/SJ

Sample - H4982-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092016 .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... 4.55 21.0 ng 763477 1 6.46 725626 20.0
unknown6 .23 6.23 95.2 ng 3453530 1 6.46 725626 20.0
Dodecane 10.17 2.3 ng 120508 3 9.50 1039820 20.0
Dodecane, 1-iodo- 10.43 3.7 ng 201556 4 10.97 1090230 20.0
Dibenzothiophene 10.87 3.5 ng 192109 4 10.97 1090230 20.0
Phenanthrene, 2-m... 11.46 2.7 ng 148614 4 10.97 1090230 20.0
Phenanthrene, 1-m... 11.50 3.6 ng 193915 4 10.97 1090230 20.0
Pentadecanoic acid 11.53 4.2 ng 231208 4 10.97 1090230 20.0
4H-Cyclopenta[def... 11.58 7.1 ng 388099 4 10.97 1090230 20.0
9,10-Dimethylanth... 12.01 3.0 ng 162326 4 10.97 1090230 20.0
Phenaleno[1,9-bc]... 12.31 2.0 ng 228482 5 13.59 2276470 20.0
Fluoranthene, 2-m... 12.72 3.1 ng 358492 5 13.59 2276470 20.0
Pyrene, l-methyl- 12.82 2.7 ng 303666 5 13.59 2276470 20.0
5-Octadecene, (E)- 13.47 3.4 ng 384264 5 13.59 2276470 20.0
Octatriacontyl pe... 14.10 3.2 ng 363180 5 13.59 2276470 20.0
Heptadecane, 2,6,... 15.33 9.1 ng 285649 6 14.91 625031 20.0
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