LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085326.D

Acq On : 10 Mar 2016 4:14

Operator : UM/SJ

Sample : H1699-05 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 height area % max. total
1 5.121 247 248 252 rVB 110901 118803 7 .45% 0.774%
2 5.533 282 284 287 rBVY 515677 502876 31.54% 3.277%
3 6.562 372 374 376 rBY 572079 546787 34.29% 3.563%
4 6.710 384 387 389 rBY 475053 578544 36.29% 3.770%
5 6.939 405 407 410 rBVY 906612 1037467 65.07% 6.760%
6 7.099 419 421 423 rVB 572249 469280 29.43% 3.058%
7 7.213 429 431 434 rBV 11036 17314 1.09% 0.113%
8 7.499 454 456 458 rBV 436589 355926 22.32% 2.319%
9 7.579 461 463 466 rvB2 20842 26147 1.64% 0.170%
10 8.230 517 520 522 rBV 1746670 1493055 93.64% 9.728%
11 8.287 522 525 526 rvv 32013 36572 2.29% 0.238%
12 8.322 526 528 532 rvB4 9590 19761 1.24% 0.129%
13 8.516 542 545 549 rBv4 21522 37300 2.34% 0.243%
14 8.653 555 557 558 rBvY 59004 60244 3.78% 0.393%
15 8.768 565 567 570 rBv4 13586 27261 1.71% 0.178%
16 8.836 570 573 574 rBV2 12100 23065 1.45% 0.150%
17 8.916 579 580 584 rvB2 24438 37185 2.33% 0.242%
18 9.008 584 588 589 rBv4 17248 37336 2.34% 0.243%
19 9.053 589 592 595 rVB5 15748 29396 1.84% 0.192%
20 9.133 595 599 601 rBv4 19479 42832 2.69% 0.279%
21 9.168 601 602 605 rBv2 18645 33646 2.11% 0.219%
22 9.248 608 609 612 rBV 78189 85439 5.36% 0.557%

23 9.305 612 614 616 rBvV 846313 689194 43.23% 4.491%
24 9.385 619 621 624 rBV3 65985 100619 6.31% 0.656%

25 9.453 624 627 629 rBv2 16796 26570 1.67% 0.173%
26 9.510 629 632 633 rvB2 22931 32440 2.03% 0.211%
27 9.579 636 638 640 rVB3 20223 21905 1.37% 0.143%
28 9.648 640 644 645 rBv4 28413 68105 4.27% 0.444%

29 9.705 647 649 651 rBv2 206003 330594 20.73% 2.154%
30 9.853 659 662 664 rBv4 68153 111042 6.96% 0.724%

31 9.899 664 666 668 rvv2 110660 103770 6.51% 0.676%
32 9.991 671 674 676 rVvV 1399276 1594408 100.00% 10.389%
33 10.025 676 677 681 rVB3 47713 82244 5.16% 0.536%
34 10.093 681 683 685 rvB2 66433 75450 4.73% 0.492%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085326.D

Acq On : 10 Mar 2016 4:14

Operator : UM/SJ

Sample : H1699-05 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.139 685 687 689 rBvV3 31435 72457 4._.54% 0.472%
36 10.185 689 691 692 rBv2 54572 64610 4._.05% 0.421%
37 10.242 695 696 700 rvB3 52221 70847 4._.44% 0.462%
38 10.299 700 701 702 rBV 64566 74701 4.69% 0.487%
39 10.391 707 709 712 rBV3 73678 138252 8.67% 0.901%
40 10.448 712 714 715 rBV 34635 32625 2.05% 0.213%
41 10.528 719 721 724 rBvV4 59959 98955 6.21% 0.645%
42 10.642 728 731 733 rBV 96556 147902 9.28% 0.964%
43 10.688 733 735 737 rVB2 42743 55631 3.49% 0.362%

44 10.768 740 742 744 rBV2 328569 374592 23.49% 2.441%
45 10.905 751 754 756 rBV 460598 437386 27.43% 2.850%

46 10.973 758 760 761 rBV2 39923 48560 3.05% 0.316%
47 11.111 770 772 774 rBV3 49481 71112 4._46% 0.463%
48 11.373 792 795 797 rVB 214879 277392 17.40% 1.807%
49 11.476 802 804 806 rBV 1414196 1485723 93.18% 9.680%
50 11.716 823 825 827 rBvV2 88218 96528 6.05% 0.629%

51 12.688 907 910 912 rVB 163020 193732 12.15% 1.262%
52 12.916 928 930 933 rVB 139265 166819 10.46% 1.087%
53 13.054 940 942 947 rVB 472278 471177 29.55% 3.070%
54 13.957 1019 1021 1025 rVB 97280 120298 7.54% 0.784%
55 14.105 1032 1034 1037 rBV 615053 837964 52.56% 5.460%

56 14.277 1047 1049 1051 rBV 40640 48660 3.05% 0.317%
57 15.145 1123 1125 1129 rVB 76174 145036 9.10% 0.945%
58 15.511 1155 1157 1160 rBV 37315 55535 3.48% 0.362%
59 15.580 1160 1163 1165 rBV 529500 721738 45.27% 4_.703%
60 16.037 1201 1203 1206 rBV 38413 72276 4_.53% 0.471%
61 16.723 1261 1263 1266 rVB 49908 87559 5.49% 0.571%
62 17.431 1324 1325 1326 rBV 33005 26984 1.69% 0.176%
Sum of corrected areas: 15347628
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085326.D

Acq On : 10 Mar 2016 4:14

Operator : UM/SJ

Sample : H1699-05 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085326.D

1500000

1000000 6.94

6.56 7.10
5.53 6.71

500000 7.50

5.12

e I I e e o T L R R N

T
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: BF085326.D
8(23 11.48

9.99

1500000

1000000 9.30

500000
Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF085326.D

1500000

1000000

14.11

500000

0 ——— —————————— T ———— ]

T
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\BF030916\
Data File : BF085326.D

Acq On : 10 Mar 2016 4:14

Operator : UM/SJ

Sample : H1699-05 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

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

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

5.12 5.06 ng 118803 1,4-Dichlorobenzene-d4 7.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Acetone 58 C3H60 000067-64-1 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 248 (5.121 min): BF085326.D (-247) (-) m/z 43.10 100.00%
43
59
5000
ot 480 500 520 540
83 : : : :
b e 23 e Tm/z 59.10  56.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 D SARRE RN R LR
4.80 5.00 5.20 5.40
59 m/z 101.10 19.57%
0 21 371, 53 ‘ o7 778 a1 O
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540
5000 m/z 58.10 15.75%
101
o 15 5 31 37 51 %8 g9 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3099: 5-Hexen-2-one LI L L B L L L L N
43 4.80 5.00 5.20 5.40
m/z 41.10 9.84%
5000
55
o 21 37| 49 | 65 71 77 83 %8
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085326.D

Acq On : 10 Mar 2016 4:14

Operator : UM/SJ

Sample : H1699-05 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 3-Chloro-6-fluoro-pyrazine Concentration Rank 2

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

6.71 24 .66 ng 578544 1,4-Dichlorobenzene-d4 7.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 52
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 38
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Chloro-6-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 387 (6.710 min): BF085326.D (-384) (-) m/z 132.00 100.00%
32
5000
68
% 640 6.60 680 7.00
40 54 75 104 . . . .
o....,....;-:..4.8,....,6.2.1.|,..'..,..5.‘?,..!.,.-:..,....,....,'...,.. m/z 134.00 33.06%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 T T T T T
6.40 6.60 6.80 7.00
2 78 m/z 68.10 30.76%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
A
6.40 6.60 6.80 7.00
5000 67 m/z 66.10 18.76%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine L !
132 6.40 6.60 6.80 7.00
m/z 96.10 12 .82%
5000
3B 44 g7 105
51 60 078 g “ 115
O S S o o T i R E e
m/z--> 30 40 50 6|0 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085326.D

Acq On : 10 Mar 2016 4:14

Operator : UM/SJ

Sample : H1699-05 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Heptacosane Concentration Rank 5

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

9.70 4_.15 ng 330594 Acenaphthene-d10 9.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 53
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 53
3 Octacosane 394 C28H58 000630-02-4 49
4 Pentadecane 212 C15H32 000629-62-9 49
5 1-lodo-2-methylnonane 268 C10H211 1000101-47-9 46

Abundance Scan 649 (9.705 min): BF085326.D (-647) (-) m/z 57.10 100.00%
57
163
5000
940 960 9.80 10.00
ob— m/z 71.10 88.87%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57
5000 R IR R UL SRR
85 9.40 9.60 9.80 10.00
m/z 43.10 80.63%
0 %9‘ Ly 118 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
940 960 9.80 10.00
5000 85 m/z 163.10 76.17%
0 13 141 183 211 239 267 296
NI N UL SRR B UL UL SRR
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane S EEmmmEmE s SRS
57 9.40 9.60 9.80 10.00
m/z 85.10 42 .63%
5000 85
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1%0 200 250 300 350 ' 940 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085326.D

Acq On : 10 Mar 2016 4:14

Operator : UM/SJ

Sample : H1699-05 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Decane, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.90 5.89 ng 437386 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 86
2 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 81
3 Tridecane, 4-methyl- 198 C14H30 026730-12-1 81
4 Tridecane 184 C13H28 000629-50-5 72
5 Heptane, 3-ethyl-5-methyl- 142 C10H22 052896-90-9 62

Abundance Scan 754 (10.905 min): BF085326.D (-751) (-) m/z 57.10 100.00%

5000

10.60 10.80 11.00 11.20

141 159 183 507 209244

O m/z 71.10 85.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #27126: Decane, 2-methyl-
43
5000 71 LA L L L L L L LB
10 60 10 80 11. OO 11. 20
) m/z 43.10 51.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
71 IIIIIIIIIIIIIIIIIIIIII
10.60 10.80 11.00 11.20
5000 m/z 85.10 32.91%
27
o 9 127 455170
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #55012: Tridecane, 4-methyl- B S B o E R
43 10.60 10.80 11.00 11.20
71 m/z 41.10 21.96%
- W‘ANW\J
2 99 155
0 L ‘ [ 126 1" 183108
T e R T e T R REEERmmEs
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085326.D

Acq On : 10 Mar 2016 4:14

Operator : UM/SJ

Sample : H1699-05 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Hexadecane, 2,6,10,14-tetra... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.37 3.73 ng 277392 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Hexadecane 226 Cl16H34 000544-76-3 87
4 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 78
5 Heptacosane 380 C27H56 000593-49-7 72

Abundance Scan 795 (11.373 min): BF085326.D (-792) (-) m/z 57.10 100.00%

5|7
5000
4

11.00 11.20 11.40 11.60

141 164 184 511997044

Orrrrprrre eyt m/z 71.10 94 .06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107670: Hexadecane, 2,6,10,14-tetramethyl-
57
5000 LA L L L L L L L L L L
4 85 11.00 11.20 11.40 11.60
13 m/z 85.10 52.81%
o ‘ ‘ L J | | 141 1681831098 225 253 282
T T R e P e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R R e e SRR
11.00 11.20 11.40 11.60
5000 m/z 43.10 42 . 77%
41 85
ol..20 113 141156 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73966: Hexadecane R AR L
57 11.00 11.20 11.40 11.60
m/z 55.10 24 _.31%
85

113
I ‘ H\ [i \‘ 1l 1ﬁ11 169 197 226

O P o T T [ T MR o e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. OO 11. 20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085326.D

Acq On : 10 Mar 2016 4:14

Operator : UM/SJ

Sample : H1699-05 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Ethanol, 2-(octadecyloxy)- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.96 2.87 ng 120298 Chrysene-di12 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 80
2 Eicosane 282 C20H42 000112-95-8 70
3 Hexadecane 226 C16H34 000544-76-3 64
4 Heptadecane 240 C17H36 000629-78-7 62
5 Tetratetracontane 619 C44H90 007098-22-8 58

Abundance Scan 1021 (13.957 min): BF085326.D (-1019) (-) m/z 57.10 100.00%
[ W
5000

01
m/z--> 20 40

141 165 182 200

247 267 289 308
60 80 100 120 140 160 180 200 220 240 260 280 300 320

13.60 13.80 14.00 14.20

Abundance

5000

#125129: Ethanol, 2-(octadecyloxy)-
57

111

155 183 907224 252 283 g3qq

m/z 71.10 77.17%

:

13. 60 13. 80 14. OO 14. 20

m/z 43.10 68.02%

:

13.60 13.80 14.00 14.20

m/z 85.10 49_.06%

E

13.60 13.80 14.00 14.20

m/z 55.10 41 _.31%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
5000 8
41 >
ol 25 13 141 169 197 225 253 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #73963: Hexadecane
57
5000 85
4
AR ERE ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

13. 60 13. 80 14. OO 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085326.D

Acq On : 10 Mar 2016 4:14

Operator : UM/SJ

Sample : H1699-05 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Benz[e]acephenanthrylene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.15 4.02 ng 145036 Perylene-d12 15.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 98
2 Benzo[a]pyrene 252 C20H12 000050-32-8 94
3 Benzo[e]pyrene 252 C20H12 000192-97-2 94
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 94
5 Perylene 252 C20H12 000198-55-0 87
Abundance Scan 1125 (15.145 min): BF085326.D (-1123) (-) m/z 252.10 100.00%
282
5000
126 224 14.80 15.00 15.20 15.40
69 95 149 : : : :
ol 45 1 174 198 273289 316332 m/z 250.10 57 15%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #89826: Benz[e]acephenanthrylene
252
5000 NN PR SRR B I
14.80 15.00 15.20 15.40
126 m/z 253.15 24 _36%
0L39 63 83100 | 150 174 200 224 I
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
252
1480 15.00 15.20 1540
5000 m/z 126.10 15.39%
126
039 57 74 100 149 174 200 224
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #89816: Benzo[e]pyrene LI L L B L B L LB B
252 14.80 15.00 15.20 15.40
m/z 125.10 11.26%
5000
125
0l39 63 8399 , | 146 174 200 224 ﬂ
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14,80 15.00 15.20 1540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085326.D

Acq On : 10 Mar 2016 4:14

Operator : UM/SJ

Sample : H1699-05 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.04 2.00 ng 72276 Perylene-di12 15.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 78
2 Tetradecane 198 C14H30 000629-59-4 60
3 Hexadecane 226 C16H34 000544-76-3 60
4 Dodecane 170 C12H26 000112-40-3 53
5 Docosane 310 C22H46 000629-97-0 49
Abundance Scan 1203 (16.037 min): BF085326.D (-1201) (-) m/z 57.10 100.00%
i ]\%M/W/\uAWVM/\VA%j
5000
3J 140 172 200 224 250 279 303 327 355 " 15.80 16.00 16.20 16.40
ok m/z 71.10 78.98%
m/z--> 50 100 150 200 250 300 350
Abundance #91037: Octadecane
57
5000 85 LRI S UL SR B
15.80 16.00 16.20 16.40
- m/z 85.10 55.24Y%
oL L M1 160 197 g5 254
m/z--> éo 160 1éo 260 2%0 360 3éo
Abundance
57
' 15:80 16.00 16.20 16.40
5000 85 m/z 43.10 44 _39%
29
0 113 141 169 198
m/z--> o 'go" ' 160" "150" ' 560" "250" "300" "3éo
Abundance #73968: Hexadecane AN EEa TS e S
57 15.80 16.00 16.20 16.40
m/z 55.10 37.89Y%
5000 85
L2 ||t 160 197 226
m/z--> éo 160 150 200 250 300 3éo 1580 1&00 1650 1&20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085326.D

Acq On : 10 Mar 2016 4:14

Operator : UM/SJ

Sample : H1699-05 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 unknownl6.72 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.72 2.43 ng 87559 Perylene-di12 15.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220 1000195-40-9 40
2 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 38
3 9,10-Anthracenedimethanol, 9,10-... 548 C30H2806S2 1000195-17-4 35
4 3-Indolethanamine, N-acetyl-5-fl... 250 C13H15FN202 1000116-27-1 32
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 32
Abundance Scan 1263 (16.723 min): BF085326.D (-1261) (-) m/z 191.15 100.00%
191
5000
69 % 123
43 163 AU LR IR
4 219 251 289 328 397 16.40 16.60 16.80 17.00
0! Lf"ﬁ—HJﬂ—+ﬁ—v—1‘“~—|—v‘ﬂ—lv—v—|—v—v—v—v—l|— m/z 95.10 37 .05%
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
191
5000 AU R IR
16.40 16.60 16.80 17.00
123 149 m/z 81.10 33.62%
OII\I“IHI‘\IHI‘ I\Mlml ‘:“:“‘:“ﬁ |“|“| T
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
95 AR BN AR
16.40 16.60 16.80 17.00
5000{ 43 m/z 109.10 31.56%
67
135
o 115 | 163 | 210 236 264 303323 360
m/z--> §0 160 150 260 250 360 3%0 400
Abundance #170998: 9,10-Anthracenedimethanol, 9,10-dihydro-, bis(4-m... R R mEEE
191 16.40 16.60 16.80 17.00
m/z 69.10 31.30%
5000
91
65
39
ol \J s 190 | jo 376
m/z--> 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085326.D

Acq On : 10 Mar 2016 4:14

Operator : UM/SJ

Sample : H1699-05 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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... 5.12 5.1 ng 118803 1 7.10 469280 20.0
3-Chloro-6-fluoro. .. 6.71 24.7 ng 578544 1 7.10 469280 20.0
Heptacosane 9.70 4.2 ng 330594 3 9.99 1594410 20.0
Decane, 2-methyl- 10.90 5.9 ng 437386 4 11.48 1485720 20.0
Hexadecane, 2,6,1... 11.37 3.7 ng 277392 4 11.48 1485720 20.0
Ethanol, 2-(octad... 13.96 2.9 ng 120298 5 14.11 837964 20.0
Benz[e]acephenant... 15.15 4.0 ng 145036 6 15.58 721738 20.0
Octadecane 16.04 2.0 ng 72276 6 15.58 721738 20.0
unknownl16.72 16.72 2.4 ng 87559 6 15.58 721738 20.0
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