LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111516\
Data File : BF091178.D

Aca On : 15 Nov 2016 14:59

Operator : UM/SJ

Sample : H5636-05

Misc :

ALS Vial : 13 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-BF110316.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 1.744 3 5 61 rvB 3569231 11043010 100.00% 20.426%
2 4.773 266 270 273 rBVY 2166009 3544587 32.10% 6.556%
3 5.219 307 309 319 rBVY 1163650 1388199 12.57% 2.568%
4 6.282 400 402 410 rBV 725720 1014364 9.19% 1.876%
5 6.396 410 412 415 rBV 2133068 2872438 26.01% 5.313%
6 6.636 431 433 444 rVB 873147 1001624 9.07% 1.853%
7 6.784 444 446 449 rBV 2484828 2914326 26.39% 5.391%
8 6.979 460 463 466 rBvV2 57307 116495 1.05% 0.215%
9 7.207 481 483 485 rBVY 2306563 2306414 20.89% 4.266%
10 7.413 498 501 505 rvB3 69377 124606 1.13% 0.230%

11 7.665 521 523 526 rBV 283729 314754 2.85% 0.582%
12 7.916 543 545 555 rVvB3 1083743 2159270 19.55% 3.994%
13 8.202 568 570 573 rBv4 73562 117852 1.07% 0.218%
14 8.316 577 580 582 rvB 87177 131604 1.19% 0.243%
15 8.396 582 587 588 rBvV 179755 272812 2.47% 0.505%

16 8.579 599 603 605 rBvV3 76970 151694 1.37% 0.281%
17 8.636 606 608 611 rVB 352991 326773 2.96% 0.604%
18 8.727 614 616 618 rBvV 548796 754868 6.84% 1.396%
19 8.773 618 620 622 rVB 91581 139492 1.26% 0.258%
20 8.830 622 625 627 rBV3 59292 130537 1.18% 0.241%

21 9.002 637 640 642 rBV 4749241 4484524 40.61% 8.295%
22 9.139 650 652 654 rvVB 78570 122110 1.11% 0.226%
23 9.207 654 658 660 rBvV 219141 381161 3.45% 0.705%
24 9.265 660 663 667 rvv 313838 481367 4_36% 0.890%
25 9.333 667 669 670 rvv 507010 506413 4_.59% 0.937%

26 9.368 670 672 674 rvv2 192191 320057 2.90% 0.592%
27 9.402 674 675 677 rVB 126701 113311 1.03% 0.210%
28 9.448 677 679 684 rvVB2 288154 479418 4._.34% 0.887%
29 9.528 684 686 689 rBvV 327836 400441 3.63% 0.741%
30 9.665 696 698 700 rBV 1333143 1704912 15.44% 3.154%

31 9.699 700 701 707 rvv2 141689 290195 2.63% 0.537%
32 9.790 707 709 710 rvVv 119222 155750 1.41% 0.288%
33 9.825 710 712 714 rvv2 103226 151226 1.37% 0.280%
34 9.882 714 717 718 rvv2 150697 225025 2.04% 0.416%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111516\
Data File : BF091178.D

Aca On : 15 Nov 2016 14:59

Operator : UM/SJ

Sample : H5636-05

Misc :

ALS Vial : 13 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-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 9.916 718 720 722 rVV 145976 194243 1.76% 0.359%

36 9.985 724 726 728 rVvV 166340 217717 1.97% 0.403%
37 10.076 732 734 735 rVV 92624 170268 1.54% 0.315%
38 10.099 735 736 739 rvv2 115881 139470 1.26% 0.258%
39 10.213 743 746 749 rvv2 215319 302190 2.74% 0.559%
40 10.282 749 752 755 rvV 282035 434248 3.93% 0.803%

41 10.328 755 756 759 rvv2 77256 142803 1.29% 0.264%
42 10.453 765 767 770 rvv2 1036151 1289298 11.68% 2.385%
43 10.796 795 797 800 rvB2 128315 182098 1.65% 0.337%
44 10.911 803 807 809 rvB4 52861 110651 1.00% 0.205%
45 11.048 813 819 823 rBv3 103637 229507 2.08% 0.425%

46 11.151 825 828 830 rBV 1893615 1797371 16.28% 3.325%
47 12.739 964 967 969 rBV 4880083 5402120 48.92% 9.992%

48 13.779 1055 1058 1060 rBV 1612353 1553080 14.06% 2.873%
49 15.151 1175 1178 1187 rBV 881605 1255906 11.37% 2.323%

Sum of corrected areas: 54062599
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111516\
Data File : BF091178.D

Aca On : 15 Nov 2016 14:59

Operator : UM/SJ

Sample : H5636-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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: BF091178.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111516\
Data File : BF091178.D

Aca On : 15 Nov 2016 14:59

Operator : UM/SJ

Sample : H5636-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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-hydroxy-4-me... Concentration Rank 2

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

4.77 70.78 ng 3544590 1,4-Dichlorobenzene-d4 6.64
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 23
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 270 (4.773 min): BF091178.D (-266) (-) m/z 43.10 100.00%
43
59
5000
101
440 4.60 4.80 5.00 5.20
83
0 ..,....,....,....','::..?.1.~:I,...‘??....,.-...,....-,|....,....,....,....,...., m/z 59.10 60.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 LR LR LS RS
440 4.60 4.80 5.00 5.20
m/z 101.10 21.63%
31 83 g3 101
0'W'”W”'“””\“”P'”P“'P”W'”W”'J””I”“P'”P”'P”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 4.80 5.00 5.20
5000 M m/z 58.10 17.79%
68
0 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4330: Butane, 1-ethoxy-  EEEmEERE I S e
59 440 460 480 500 520
31 m/z 41.10 8.95%
5000 41 /
73
0 'W'%?'P"'I”"I'”'?}"W""P"'I“g?l'“'%Q?”l"'W"'W""P"'I LR LR L RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111516\
Data File : BF091178.D

Aca On : 15 Nov 2016 14:59

Operator : UM/SJ

Sample : H5636-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 unknown6.40 Concentration Rank 4

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

6.40 57.36 ng 2872440 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 2-Cvclohexen-1-one 96 C6H80 000930-68-7 11
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 412 (6.396 min): BF091178.D (-410) (-) m/z 132.00 100.00%
132
68
5000
75 % ‘ 6.00 6.20 6.40 6.60 6.80
103 .
o..,....,....,...:,“.'.‘.‘7:,".‘,5?!.'.|....,..?‘.7,....,.':..,.1.1:‘3.,....,'...,.. 7z 68.10  53.00%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132
5000 _l'""""l""""'

6.00 6.20 6.40 6.60 6.80
104 m/z 66. 1 33.54%

66
oL 14 27 37445158 7 7 g 97 | 15 ‘
S . S S e A T NN TS 00 N~ S K.
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
68
_r'_'_'_'—l_'%-

6.00 6.20 6.40 6.60 6.80

5000 m/z 134.00 31.72%
96
40
oL 18 27 55 81
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13608: Benzene, 1-ethenyl-3,5-dimethyl-
132 6.00 6.20 6.40 6.60 6.80
117 m/z 69.10 20.96%
5000
65 91
o1 27 3 Stsg P Tlgy | o810 -
T T T T P R R N EAamsns
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 600 620 640 660 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111516\
Data File : BF091178.D

Aca On : 15 Nov 2016 14:59

Operator : UM/SJ

Sample : H5636-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 2,6-Dimethyl-1,3,5,7-octate... Concentration Rank 18

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

6.98 2.33 ng 116495 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Dimethvl-1.3.5.7-octatetraen... 134 C10H14 000460-01-5 93
2 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 64
3 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 64
4 Cvclobutene. bis(l-methvlethvlid... 134 C10H14 003642-14-6 64
5 1,3,8-p-Menthatriene 134 C10H14 021195-59-5 62

Abundance Scan 463 (6.979 min): BF091178.D (-460) (-) m/z 105.05 100.00%
91 105 199
55 134
5000
41 83
62
69 ; 126 6.60 6.80 7.00 7.20 7.40
o} m/z 91.10 84.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14413: 2,6-Dimethyl-1,3,5,7-octatetraene, E,E-
9
119
5000 134
4 o 6.60 6.80 7.00 7.20 7.40
51 65 105 m/z 119.05 83.19%
0'W'”'P'”I”'W'”'P'?i'”l”'ﬁ'”'P'”l”'W'”'P'”I“'W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105 9
6.60 6.80 7.00 7.20 7.40
5000 g1 134 m/z 55.10 59.43%
39 51 65 7
0 15 27 98 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14327: Benzene, 1,4-diethyl-
105 119 6.60 6.80 7.00 7.20 7.40
m/z 134.05 55.22%
5000 a1 134
39 51 4
27 65 ‘
0..“%?,”Jq.““h”.mhﬁim”,u:m.”Jﬁu”,&lw.MLL.”,HHWH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111516\
Data File : BF091178.D

Aca On : 15 Nov 2016 14:59

Operator : UM/SJ

Sample : H5636-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 2,4-Dimethylstyrene Concentration Rank 13

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

7.66 2.92 ng 314754 Naphthalene-d8 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Dimethvistvrene 132 C10H12 002234-20-0 74
2 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 70
3 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 50
4 1-Phenvl-1-butene 132 C10H12 000824-90-8 50
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000767-99-7 50

Abundance Scan 523 (7.665 min): BF091178.D (-521) (-) m/z 117.05 100.00%
11
5000 o1 134
39 51 65 17 103 1 45 740 7.60 7.80 8.00
o} m/z 119.10 97 .52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13572: 2,4-Dimethylstyrene
117
132
5000
39 91 7.40 7.60 7.80 8.00
27 51 63 77 m/z 134.10 36.43%
I AU
O”P”W”“P”HM“NMHH”PHP””“”WMMP”M”NPMW””P”WM'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
117
132 7.40 7.60 7.80 8.00
5000 m/z 115.05 36.24%
91
51 77
65
. a1 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13625: Benzene, (1-methyl-1-propenyl)-, (E)-
117 7.40 7.60 7.80 8.00
m/z 132.05 36.20%
132
5000
91
.7 30 51 65 77 ‘ 103
O”P”W”“P”W”“ﬂmW”LPJ“””T”WN”WJI”JPMW””P”WM'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111516\
Data File : BF091178.D

Aca On : 15 Nov 2016 14:59

Operator : UM/SJ

Sample : H5636-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
8.40 2.53 ng 272812 Naphthalene-d8 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 93
2 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 91
3 Benzene. (3-methyl-2-butenvl)- 146 C11H14 004489-84-3 81
4 _alpha...beta...beta.-Trimethvls... 146 C11H14 000769-57-3 76
5 1H-Indene, 2,3-dihydro-4,6-dimet... 146 Cl11H14 001685-82-1 70

(o]

mmmwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance Scan 587 (8.396 min): BF091178.D (-582) (-) m/z 131.05 100.00%
131
5000
146
o1 115
39 51 65 77 105 162 8.00 8.20 8.40 8.60 8.80
0 m/z 146.10 33.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20749: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131
5000 146
8.00 8.20 8.40 8.60 8.80
9 m/z 135.00 22_.71%
T T T T T T T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
131
8.00 8.20 8.40 8.60 8.80
5000 m/z 91.05 22.03%
g1 146
115
39
27 51 63 77 103

Abundance #20726: Benzene, (3-methyl-2-butenyl)- T
131 8.00 820 840 8.60 8.80
m/z 129.05 19.87%
91
5000 146
‘ 65 77 103 115

ouq”m“”n””lm4hnﬂﬂ.“ﬁ“”qhnNm.uw.mﬂknpﬂh””“”q. Ao AA AN A A4 S0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.00 820 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111516\
Data File : BF091178.D

Aca On : 15 Nov 2016 14:59

Operator : UM/SJ

Sample : H5636-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 Naphthalene, 1-methyl- Concentration Rank 5

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

8.73 6.99 ng 754868 Naphthalene-d8 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
3 Benzocvcloheptatriene 142 C11H10 000264-09-5 93
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 93
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 83

Abundance Scan 616 (8.727 min): BF091178.D (-614) (-) m/z 142.10 100.00%
142
5000 115
63
39 51 74 89 160 8.40 8.60 8.80 9.00
Obrrrrrprrearrree b bl et 2 e b et M7z 141.10  92.69%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #18499: Naphthalene, 1-methyl-
142
5000
115 8.40 8.60 8.80 9.00
m/z 115.05 42 .39%
27 39 51 §3 74 89 102 | 126 ||
AR AR AR SR AL A EAR AN SRS AR RARS LALAN LA LA LARR) SRR LA

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

Abundance
142
8.40 8.60 8.80 9.00
5000 m/z 143.10 12.02%
115
27 39 51 03 74 8 155 | 12
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #18493: Benzocycloheptatriene e EERmEaEEE R
141 8.40 8.60 8.80 9.00
m/z 139.00 11.33%
5000 115
oh. 2! P st P o 8 o1 | 1)
e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111516\
Data File : BF091178.D

Aca On : 15 Nov 2016 14:59

Operator : UM/SJ

Sample : H5636-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 Naphthalene, l-ethyl- Concentration Rank 11

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

9.21 4_47 ng 381161 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. l1l-ethvl- 156 C12H12 001127-76-0 96
2 Naphthalene. 2-ethvl- 156 C12H12 000939-27-5 95
3 3" .4"-Difluoroacetophenone 156 C8H6F20 000369-33-5 53
4 2-Thiophenecarboxvlic acid. 5-et... 156 C7H802S 023229-72-3 50
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 49

Abundance Scan 658 (9.207 min): BF091178.D (-654) (-) m/z 141.05 100.00%
141
5000 156
115
128 8.80 9.00 9.20 9.40 9.60
51 63 76 89
Ol i ity oo 202l L 3780 77 156.10  38.62%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27162: Naphthalene, 1-ethyl-
141
156
5000
8.80 9.00 9.20 9.40 9.60
115 m/z 115.05 21.55%
oL 15 27 39 51 63 77 8 102 | =
miz--> 5 b e e o o o 1o
Abundance
141
156 8.80 9.00 9.20 9.40 9.60
5000 m/z 142.10 12.22%
115
o 15 27 39 51 63 6 89 102 128
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27564: 3',4'-Difluoroacetophenone
141 8.80 9.00 9.20 9.40 9.60
m/z 147.00 11.25%
113
5000
43 63 156
0 ]75 31 ‘ L \‘ . 7”5 93 ! 127 |
m/z--> 20 40 60 80 100 120 140 160 180 880 9.00 920 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111516\
Data File : BF091178.D

Aca On : 15 Nov 2016 14:59

Operator : UM/SJ

Sample : H5636-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 Naphthalene, 2,6-dimethyl- Concentration Rank 7

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

9.26 5.65 ng 481367 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 98
2 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 98
3 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 97
4 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 96
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96

Abundance Scan 663 (9.265 min): BF091178.D (-660) (-) m/z 156.10 100.00%
186
141
5000
115 128
89 102 64 9.00 9.20 9.40 9.60
of m/z 141.10 68 .53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #27183: Naphthalene, 2,6-dimethyl-
141 156
5000
9.00 9.20 9.40 9.60
115 108 m/z 155.10 36 .95%
51 63 i
15 27 39 ! Wl L H\ 89 192 \M ‘ | \‘\ ‘
LR ARARARRARA RARR RARLS RAL e "" IIIIIIIII SRS LS SRS LA AL S RALAN

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140150 160 170
Abundance

156
141

9.00 9.20 9.40 9.60
5000 m/z 162.00 20.03%

115
1 63 77 128

14 27 39 O 89 102

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #27165: Naphthalene, 2,7-dimethyl- R Eaa o s man
156 9.00 9.20 9.40 9.60
m/z 161.00 18.64%
5000 141
77
115 128
P Bl . .l Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 9.00 9.20 9.40 9.60

8270-BF110316.-M Wed Nov 16 16:57:01 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111516\
Data File : BF091178.D

Aca On : 15 Nov 2016 14:59

Operator : UM/SJ

Sample : H5636-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 Naphthalene, 2,3-dimethyl- Concentration Rank 6

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

9.33 5.94 ng 506413 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 98
2 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 98
3 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 97
4 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 97
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96

Abundance Scan 669 (9.333 min): BF091178.D (-667) (-) m/z 156.10 100.00%
141 1%6
5000
- 115 1,8
39 51 63 89 102 9.00 9.20 9.40 9.60
0...,....-,..'..,':.-.'-!'-,..-..,'...:,.-\L—AT e m/z 141.05 91.89%
m/z--> 20 40 60 80 100 120 140 160
Abundance #27164: Naphthalene, 2,3-dimethyl-
141 156
5000
9.00 9.20 9.40 9.60
76 115 109 m/z 155.10 29.82%
oL ts 2 % St % | 8 100 | OV )
m/z--> 20 40 60 80 100 120 140 160
Abundance
141 156
9.00 9.20 9.40 9.60
5000 m/z 115.05 20.66%
115 1og
77
oL 15 27 39 51 93 89 102
mz> 20 40 60 80 100 120 140 160
Abundance #27194: Naphthalene, 1,6-dimethyl- B R m e e
156 9.00 9.20 9.40 9.60
m/z 128.00 16.06%
141
5000
77 115
oL 15 27 39 51 64 | 89 100 17 1 | )
m/z--> 20 40 60 80 100 120 140 160 ' 9.00 9.20 9.40 9.60

8270-BF110316.-M Wed Nov 16 16:57:03 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111516\
Data File : BF091178.D

Aca On : 15 Nov 2016 14:59

Operator : UM/SJ

Sample : H5636-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 12 unknown9.37 Concentration Rank 12

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

9.37 3.75 ng 320057 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblthiophene. 7-ethvl- 162 C10H10S 016587-42-1 38
2 Ethanone. 1-(2.4.5-trimethvlphen... 162 C11H140 002040-07-5 38
3 Benzene. 1.2.4-triethvl- 162 C12H18 000877-44-1 38
4 Ethanone. 1-(2.3.4-trimethvlphen... 162 C11H140 001467-36-3 38
5 Benzene, hexamethyl- 162 C12H18 000087-85-4 38

Abundance Scan 672 (9.368 min): BF091178.D (-670) (-) m/z 147.00 100.00%
147
162
5000
39 o 63 Yios1a s 173 9.00 9.20 9.40 9.60 9.80
0 m/z 162.00 53.95%
m/z--> 20 40 60 80 100 120 140 160
Abundance #30448: Benzo[b]thiophene, 7-ethyl-
147
5000 162 SN RS RS R
9.00 9.20 9.40 9.60 9.80
m/z 156.10 42 .87%
ol 15 27 39 51 6? 77 89 03 115 134
e e ke 2o me we
Abundance
147
9.00 9.20 9.40 9.60 9.80
5000 119 162 m/z 155.10 31.48%
91
o 43 53 g5 77 103 133
mz-> 20 40 60 80 100 120 140 160
Abundance #30645: Benzene, 1,2,4-triethyl-
147 9.00 9.20 9.40 9.60 9.80
133 m/z 168.10 28.91%
162
5000
105 119
15 29 4151 6 7F ‘ H‘ \ !
m/z--> - "25" "45" "eb" Il8bll ' 166 B iéd - iid B iéd ! 9.00 9.20 9.40 9.60 9.80

8270-BF110316.-M Wed Nov 16 16:57:04 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111516\
Data File : BF091178.D

Aca On : 15 Nov 2016 14:59

Operator : UM/SJ

Sample : H5636-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 Naphthalene, 2,3,6-trimethyl- Concentration Rank 19

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

9.92 2.28 ng 194243 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 96
2 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 95
3 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 94
4 Azulene. 4.6.8-trimethvl- 170 C13H14 000941-81-1 94
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 94

Abundance Scan 720 (9.916 min): BF091178.D (-718) (-) m/z 170.10 100.00%
155 170
5000
128
115 9.60 9.80 10.00 10.20
51 63 77 102 141
O g D2 2021 m/z 155.10  90.24%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36212: Naphthalene, 2,3,6-trimethyl-
170
155
5000

9.60 9.80 10.00 10.20
m/z 153.00 22 .39%

1827 39 51 63 7685 102 115 128 141 |

oL et bl
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
155 170
9.60 9.80 10.00 10.20
5000 m/z 152.00 18.19%
115 128
51 76 85 103 141
bt el el
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36219: Naphthalene, 1,4,6-trimethyl-
170 9.60 9.80 10.00 10.20
m/z 128.00 16.02%
5000 155
0 39 51 63 758 103115 128 141\ ||
R B e e e I B B R B
m/z--> 20 40 60 80 100 120 140 160 180 9.60 9. 80 10. 00 10. 20

8270-BF110316.M Wed Nov 16 16:57:05 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111516\
Data File : BF091178.D

Aca On : 15 Nov 2016 14:59

Operator : UM/SJ

Sample : H5636-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 18 1-Isopropenylnaphthalene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.28 5.09ng 434248  Acenaphthene-di0 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 1-1sopropenvinaphthalene 168 C13H12 001855-47-6 87

2 Benzene. I1-(2.4-cvclopentadien-... 168 C13H12 002320-32-3 78

3 Naphthalene. 2-(1-methvlethenvl)- 168 C13H12 003710-23-4 64
4 1.17-Biphenvl. 3-methvl- 168 C13H12 000643-93-6 58
5 1,1"-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 50

Abundance Scan 752 (10.282 min): BF091178.D (-749) (-) m/z 168.10 100.00%
168
153
5000
83 g 115 196 139 10.00 10.20 10.40 10.60
(o m/z 153.05 76.89%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34868: 1-Isopropenylnaphthalene
153
168
5000
10.00 10.20 10.40 10.60
83 m/z 167.05 54 _57%
39 51 63 105
N sl W Bt 2 I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
10.00 10.20 10.40 10.60
5000 m/z 152.00 42 .35%
104114 108 141
O T T e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34882: Naphthalene, 2-(1-methylethenyl)- T RN T AT
168 10.00 10.20 10.40 10.60
m/z 165.00 37.16%
5000 153
128
15 27 39 51 63798 11115 | 141 | |
T B B e e e o T S LA o o o o o
m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.20 10.40 10.60

8270-BF110316.-M Wed Nov 16 16:57:06 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111516\
Data File : BF091178.D

Aca On : 15 Nov 2016 14:59

Operator : UM/SJ

Sample : H5636-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 19 9H-Fluorene, l-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.80 2.03 ng 182098 Phenanthrene-d10 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9H-Fluorene. 1-methvl- 180 C14H12 001730-37-6 70
2 9H-Fluorene. 3-methvl- 180 C14H12 002523-39-9 49
3 9H-Fluorene. 9-methvl- 180 C14H12 002523-37-7 49
4 9H-Fluorene. 2-methvl- 180 C14H12 001430-97-3 49
5 3-Buten-2-one, 4-(4-chlorophenyl)- 180 C10H9CIO 003160-40-5 47
Abundance Scan 797 (10.796 min): BF091178.D (-795) (-) m/z 165.05 100.00%
165
180
5000
76 89 132 10.40 10.60 10.80 11.00 11.20
63 115 139 . . . . .
ob 20 %0 83 i) 102 115126 P 104 m/z 180.10 52.12%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42783: 9H-Fluorene, 1-methyl-
165
180
5000

10.40 10.60 10.80 11.00 11.20
76 89 m/z 167 .05 45 .42%

152
0 28 39 5\1 6‘\3 il ‘\\‘\ 98 1:!'5 126 1?9 \\‘ \‘ ‘\H‘
L o e T o o L B o e e L L L e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
165 180

10.40 10.60 10.80 11.00 11.20
5000 m/z 182.10 43 .58%

89
27 39 51 63 76 ° g5 115196 139 192

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

Abundance #42787: 9H-Fluorene, 9-methyl-

165 10.40 10.60 10.80 11.00 11.20
m/z 179.00 21.45%
180
5000
76 89
L B e L o o o e L B e o |
m/z--> 20 40 60 80 100 120 140 160 180 10.40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111516\
Data File : BF091178.D

Aca On : 15 Nov 2016 14:59

Operator : UM/SJ

Sample : H5636-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 20 Dibenzothiophene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.05 2.55 ng 229507 Phenanthrene-d10 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 97
2 Naphthol2.3-blthiophene 184 C12H8S 000268-77-9 95
3 Azuleno(2.1-b)thiophene 184 C12H8S 000248-13-5 91
4 2.5-Cvclohexadiene-1.4-dione. 2.... 184 C8H805 000085-23-4 52
5 2,2"-Bipyridine, 4,4"-dimethyl- 184 C12H12N2 001134-35-6 50
Abundance Scan 819 (11.048 min): BF091178.D (-813) (-) m/z 184.00 100.00%
184
5000
92 1% 152
69 79 113 10.80 11.00 11.20 11.40
o ¥ 127 172 m/z 139.00 19.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45492: Dibenzothiophene
184
5000
10.80 11.00 11.20 11.40
m/z 185.00 13.82%
79 92 139 152
ol 1828 39 51 69 7D 7102113126 | 7 160 |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
184
10.80 11.00 11.20 11.40
5000 m/z 152.00 10.43%
139
92 152
0 34 45 63 19 77 55113 156 169
miz--> 20 40 60 80 100 120 140 160 180
Abundance #45493: Azuleno(Z,l—b)thiophene LA B L L L ) B
184 10.80 11.00 11.20 11.40
m/z 92.00 9.79%
5000
o 45 63 | 102114126 | |7 169 ||
m/z--> 20 40 60 80 100 120 140 160 180 ' 10.80 11.00 11.20 11.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111516\
Data File : BF091178.D

Acq On : 15 Nov 2016 14:59

Operator : UM/SJ

Sample - H5636-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.77 70.8 ng 3544590 1 6.64 1001620 20.0
unknown6 .40 6.40 57.4 ng 2872440 1 6.64 1001620 20.0
2,6-Dimethyl-1,3, ... 6.98 2.3 ng 116495 1 6.64 1001620 20.0
2,4-Dimethylstyrene 7.66 2.9 ng 314754 2 7.93 2159270 20.0
1H-Indene, 2,3-di... 8.40 2.5 ng 272812 2 7.93 2159270 20.0
Naphthalene, 1-me... 8.73 7.0 ng 754868 2 7.93 2159270 20.0
Naphthalene, 1-et... 9.21 4.5 ng 381161 3 9.66 1704910 20.0
Naphthalene, 2,6-... 9.26 5.7 ng 481367 3 9.66 1704910 20.0
Naphthalene, 2,3-... 9.33 5.9 ng 506413 3 9.66 1704910 20.0
unknown9 .37 9.37 3.8 ng 320057 3 9.66 1704910 20.0
Naphthalene, 2,3,... 9.92 2.3 ng 194243 3 9.66 1704910 20.0
1-Isopropenylnaph... 10.28 5.1 ng 434248 3 9.66 1704910 20.0
9H-Fluorene, 1-me... 10.80 2.0 ng 182098 4 11.15 1797370 20.0
Dibenzothiophene 11.05 2.5 ng 229507 4 11.15 1797370 20.0
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