LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084981.D

Aca On : 10 Feb 2016 4:46

Operator =: SJ/1Z

Sample : H1360-01

Misc :

ALS Vial : 42 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-BF020116.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 4.773 232 235 241 rVB 675669 1030687 25.24% 2.649%
2 5.218 272 274 278 rBVY 2576722 3803796 93.16% 9.778%
3 5.424 288 292 295 rVB2 49493 55910 1.37% 0.144%
4 6.030 342 345 348 rBV2 22565 58096 1.42% 0.149%
5 6.179 354 358 360 rBV 133768 139200 3.41% 0.358%
6 6.293 365 368 370 rBVY 3422704 4082981 100.00% 10.495%
7 6.407 375 378 380 rVV 3527336 3943816 96.59% 10.138%
8 6.464 381 383 386 rvv3 44470 84842 2.08% 0.218%
9 6.533 386 389 393 rvv4 40123 111435 2.73% 0.286%
10 6.636 396 398 400 rVB 948009 941301 23.05% 2.420%

11 6.784 409 411 414 rVB 2172411 2579846 63.19% 6.631%
12 6.910 415 422 426 rBV2 236734 425471 10.42% 1.094%
13 7.070 433 436 440 rBV 1082834 1208093 29.59% 3.105%
14 7.207 445 448 450 rBV 2530839 2531331 62.00% 6.507%
15 7.596 480 482 485 rBvV 458510 571596 14.00% 1.469%

16 7.676 485 489 490 rVvv2 129163 164748 4._.03% 0.423%
17 7.733 490 494 496 rVvv2 561977 1090856 26.72% 2.804%
18 7.790 498 499 501 rVB 95535 86218 2.11% 0.222%
19 7.893 506 508 509 rBvV 349204 293419 7.19% 0.754%
20 7.916 509 510 514 rVB 996164 1405542 34.42% 3.613%

21 7.996 516 517 520 rVB 105040 85121 2.08% 0.219%
22 8.053 520 522 524 rBV2 53415 62753 1.54% 0.161%
23 8.099 524 526 528 rBV 107468 122389 3.00% 0.315%
24 8.167 531 532 534 rBV 169229 168107 4.12% 0.432%
25 8.202 534 535 538 rvB2 82502 76774 1.88% 0.197%

26 8.293 540 543 546 rBV 491517 487864 11.95% 1.254%
27 8.373 546 550 551 rBvV 95014 149591 3.66% 0.385%
28 8.430 5563 555 557 rvB2 150957 144200 3.53% 0.371%
29 8.499 559 561 565 rBvV3 46209 95845 2.35% 0.246%
30 8.567 565 567 571 rBV 267825 344007 8.43% 0.884%

31 8.636 571 573 576 rBV3 38294 72137 1.77% 0.185%
32 8.693 576 578 580 rvB2 123308 156546 3.83% 0.402%
33 8.739 580 582 584 rvB2 48405 72200 1.77% 0.186%

34 8.819 584 589 590 rBv3 112070 240828 5.90% 0.619%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084981.D

Aca On : 10 Feb 2016 4:46

Operator =: SJ/1Z

Sample : H1360-01

Misc :

ALS Vial : 42 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-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 8.910 593 597 600 rBv4 74689 134388 3.29% 0.345%

36 9.002 602 605 607 rvB 3707833 3354406 82.16% 8.622%
37 9.082 607 612 616 rBv4 235555 481090 11.78% 1.237%

38 9.139 616 617 620 rVB3 65767 99371 2.43% 0.255%
39 9.265 625 628 629 rBv2 41333 98057 2.40% 0.252%
40 9.333 633 634 635 rBvY 75435 57821 1.42% 0.149%

41 9.402 638 640 641 rBvV 641096 524327 12.84% 1.348%
42 9.425 641 642 647 rVB5 54793 103479 2.53% 0.266%
43 9.527 650 651 654 rBvV3 70899 148083 3.63% 0.381%
44 9.585 654 656 657 rBvV 82948 109698 2.69% 0.282%
45 9.619 657 659 660 rBv2 140705 125244 3.07% 0.322%

46 9.665 661 663 665 rvB2 999093 1120435 27.44% 2.880%
47 9.710 665 667 668 rBv2 78358 104301 2.55% 0.268%
48 9.825 675 677 680 rBvV3 95805 188262 4.61% 0.484%
49 10.076 697 699 700 rBvV2 99119 131313 3.22% 0.338%
50 10.122 701 703 704 rvVv 248779 250294 6.13% 0.643%

51 10.339 720 722 724 rBV2 164039 253701 6.21% 0.652%
52 10.453 730 732 734 rBV2 1543014 1790150 43.84% 4.602%
53 10.590 742 744 748 rBV 327881 602054 14.75% 1.548%
54 11.151 791 793 794 rBV 1001718 879271 21.54% 2.260%
55 12.751 931 933 934 rBV 1522403 1459948 35.76% 3.753%

Sum of corrected areas: 38903239
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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\BF020916\

BF084981.D

10 Feb 2016 4:46

SJ/1Z

H1360-01

42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084981.D

Aca On : 10 Feb 2016 4:46

Operator : SJ/1Z

Sample : H1360-01

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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.

4.77 21.90 ng 1030690 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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 235 (4.773 min): BF084981.D (-232) (-) m/z 43.10 100.00%
a3
59
5000
as 440 460 4.80 5.00 5.20
o...,....,....,..??','.-...,??.'.,..‘?7.,....,??..,...:,|....,. m/z 59.10  60.52%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR LR L U
59 4.40 460 4.80 5.00 5.20
m/z 101.10 19.46%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 440 460 4.80 5.00 5.20
5000 m/z 58.10 14 .85%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- R R
50 440 460 4.80 5.00 5.20
m/z 41.10 9.46%
5000
41
0 "'I""I"JH”"'JIJ”"I?%lli""l??"l"qql'"'IM"'I'
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 460 4.80 5.00 5.20

8270-BF020116.-M Wed Feb 10 17:18:57 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084981.D

Aca On : 10 Feb 2016 4:46

Operator : SJ/1Z

Sample : H1360-01

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown6.41 Concentration Rank 1

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

6.41 83.80 ng 3943820 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 378 (6.407 min): BF084981.D (-375) (-) m/z 132.00 100.00%
5000 68
6 TTrTTTTTT T T T T T T T T T
40 54 104 6.00 6.20 6.40 6.60 6.80
o....,...::':..ﬁ....,‘?z.l.,....,..5.‘?,..!.,.':..,.1.1?.,....,-'...,.. m/z 68.10 35.62%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 RS R R
6.00 620 6.40 6.60 6.80
3 78 m/z 134.00 33.90%
1 33
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
6.00 6.0 6.40 6.60 6.80
5000 67 m/z 66.05 22.63%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14020: 4-Methylpyrrolo[1,2-a]pyrazine Rma T Raaaa e
132 6.00 6.20 6.40 6.60 6.80

m/z 69.05 14_.67%

5000 108

O.H.P.JHH.qkn.,”.w.”.“.”,.”.“.” e REAREEAREE T e A BAEET ma A

m/z--> 30 40 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084981.D

Aca On : 10 Feb 2016 4:46

Operator : SJ/1Z

Sample : H1360-01

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 4 Phenol, 3,5-dimethyl- Concentration Rank 4

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

7.73 15.52 ng 1090860 Naphthalene-d8 7.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3.5-dimethvl- 122 C8H100 000108-68-9 96
2 Phenol. 3.4-dimethvl- 122 C8H100 000095-65-8 94
3 Phenol. 2.4-dimethvl- 122 C8H100 000105-67-9 91
4 Phenol. 2-ethvl- 122 C8H100 000090-00-6 91
5 Phenol, 2,3-dimethyl- 122 C8H100 000526-75-0 91

Abundance Scan 494 (7.733 min): BF084981.D (-490) (-) m/z 107.05 100.00%
107 2
5000
77 o1
39 51 g5 | | 136 7.40 7.60 7.80 8.00
Ol et ettt | M/z 122.05° 96.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9620: Phenol, 3,5-dimethyl-
107 122
5000
77 7.40 7.60 7.80 8.00
s 51 ‘ 91 m/z 121.10 37.61%
65
..,.1.?,..%.7,....‘,‘....ﬁ‘l‘.‘..i.‘.‘a.,...l‘ 8, ‘.‘a.ggl.‘.‘.l,...., N —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
107 122
7.40 7.60 7.80 8.00
5000 m/z 77.05 25.85%
77
39 91
o 21 >l 5g 65 98
wwwmwﬁmmmﬁwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9616: Phenol, 2,4-dimethyl-
107 122 7.40 7.60 7.80 8.00
m/z 91.05 17.67%
5000
77
o7 39 51 g5 ‘ 91
0“|”?ﬁ'““w'”w”'ﬁw“'b“”l“'m'“'m”“l””“'”'lh“l“'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084981.D

Aca On : 10 Feb 2016 4:46

Operator : SJ/1Z

Sample : H1360-01

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Phenol, 3-ethyl-5-methyl- Concentration Rank 15

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

8.17 2.39 ng 168107 Naphthalene-d8 7.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3-ethvl-5-methvl- 136 C9H120 000698-71-5 90
2 Phenol. 2-(1-methvlethvI)- 136 C9H120 000088-69-7 87
3 Benzene. 1-ethvl-4-methoxv- 136 C9H120 001515-95-3 87
4 Phenol. 4-ethvl-3-methvl- 136 C9H120 001123-94-0 83
5 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 80

Abundance Scan 532 (8.167 min): BF084981.D (-531) (-) m/z 121.10 100.00%
5000
136
39 51 . 65 7|7 " 9|1 104 . 7.80 8.00 820 8.40 8.60
Ol prrrrprrrr e ooty 8l el b e | M/Z 136,10 27.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15860: Phenol, 3-ethyl-5-methyl-
121
136
5000 ARSI RNAARE 'A"l"" -
7.80 8.00 8.0 840 8.60
S m/z 77.10 16.02%
0 15 2\? 3\9 5\1 58 6\5 L. L. 1(\)7 | il
mz> 10 2 30 40 50 60 70 8 80 100 110 130 130 140
Abundance
121
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—
7.80 8.00 820 8.40 8.60
m/z 91.00 13.73%
5000 136 o
7 ¢ 103

18 27 39 51 65

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15889: Benzene, 1-ethyl-4-methoxy- e e s EEEE R o
121 7.80 8.00 8.20 8.40 8.60
m/z 104.10 12.04%
5000
136
J 15 27 3 s 65 7{ o 105
R B RS R LA aa L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.80 8.00 8.20 8.40 8.60

8270-BF020116.-M Wed Feb 10 17:19:00 2016 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084981.D

Aca On : 10 Feb 2016 4:46

Operator : SJ/1Z

Sample : H1360-01

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Phenol, 2-ethyl-4-methyl- Concentration Rank 7

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

8.29 6.94 ng 487864 Naphthalene-d8 7.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-ethvl-4-methvl- 136 C9H120 003855-26-3 74
2 Benzene. 1-ethvl-4-methoxv- 136 C9H120 001515-95-3 68
3 Phenol. 3-ethvl-5-methvl- 136 C9H120 000698-71-5 68
4 Hvdrazine. 1-(4-ethviphenvl)- 136 C8H12N2 054840-34-5 64
5 Phenol, 2-ethyl-6-methyl- 136 C9H120 001687-64-5 64

Abundance Scan 543 (8.293 min): BF084981.D (-540) (-) m/z 121.05 100.00%
1
107 136
5000
7Ty
39 51 __ 65 8.00 8.20 8.40 8.60
o..,....,....,....','....i'.-'.'?ﬁ',.'.':-.,...!',....,L-.-.gﬁ.'.nI~,..-..,!..1.2f’..'.'.,.... m/z 107.10 69.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15856: Phenol, 2-ethyl-4-methyl-
121
5000 136
8.00 8.20 8.40 8.60
S— m/z 136.10 62.72%
J 15 27 3 sigges 1 T g 107 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
121
800 820 8.40 8.60
5000 m/z 77.00 27 .23%
136
J 15 27 3 565 781 s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15860: Phenol, 3-ethyl-5-methyl- R e R B ma S
121 8.00 8.20 8.40 8.60
m/z 91.05 21.22%
136
5000
0 15 2\? 3 5\1 58 6\5 7‘7 9‘1 1(\)7 | if
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 800 820 8.40 860
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084981.D

Aca On : 10 Feb 2016 4:46

Operator : SJ/1Z

Sample : H1360-01

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 5H-1-Pyrindine Concentration Rank 8

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

8.57 4.90 ng 344007 Naphthalene-d8 7.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-1-Pvrindine 117 C8H7N 000270-91-7 94
2 Indole 117 C8H7N 000120-72-9 91
3 Benzvl nitrile 117 C8H7N 000140-29-4 91
4 Indolizine 117 C8H7N 000274-40-8 91
5 Benzonitrile, 2-methyl- 117 C8H7N 000529-19-1 91

Abundance Scan 567 (8.567 min): BF084981.D (-565) (-) m/z 117.05 100.00%
147

5000 90 &
63 ‘*Tfﬁ*T“*J

8.20 8.40 8.60 8.80 9.00

39 50 72 177
0‘—v—v—v—y—v—v—v—v'“y'—v—r“1—vlr‘m---|-'-'--9|9---!||--1-3-4|1‘-14:--|----'|-- m/Z 900 46 13%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8326: 5H-1-Pyrindine
117
20
5000 —v"rv—ﬁ—v—rﬁ—v—
8.20 8.40 8.60 8.80 9.00
o 63 m/z 89.00 34.93%
27 | St | 7 | a3

O T T T T T e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
117

8.20 8.40 8.60 8.80 9.00

5000 90 m/z 63.00 15.89%
63
14 28 39 51 74
O T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8330: Benzyl nitrile
117 8.20 8.40 8.60 8.80 9.00
m/z 58.50 8.84%
5000 %0
=l e i ‘
0 ...,....w,..\\ By
m/z--> 20 40 80 100 120 140 160 180 8.20 840 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084981.D

Aca On : 10 Feb 2016 4:46

Operator : SJ/1Z

Sample : H1360-01

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 1H-Inden-5-ol, 2,3-dihydro- Concentration Rank 11

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

8.82 4_.30 ng 240828 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-5-0l. 2.3-dihvdro- 134 C9H100 001470-94-6 95
2 1H-Inden-1-o0l. 2.3-dihvdro- 134 C9H100 006351-10-6 68
3 Phenol. 4-(2-propenvl)- 134 C9H100 000501-92-8 60
4 Benzaldehvde. 3.4-dimethvl- 134 C9H100 005973-71-7 58
5 1-methyl-1-indanol 148 C10H120 064666-42-8 55

Abundance Scan 589 (8.819 min): BF084981.D (-584) (-) m/z 133.10 100.00%
133
5000
77 91 105 121
39 81 g5 150 177 8.40 8.60 8.80 9.00 9.20
o} m/z 134.10 66.13%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14797: 1H-Inden-5-0l, 2,3-dihydro-
133
5000
8.40 860 8.80 9.00 9.20
39 51 7 105 m/z 77.00 23.58%
27 63 ‘ 115
0 ...|.‘...“l..“l“.l“.“..”ﬁ‘l. \\ .|‘....|...‘.|....|....|..
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
133
840 8.60 8.80 9.00 9.20
5000 m/z 105.05 23.40%
105115
91
w27 39 5 e
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14772: Phenol, 4-(2-propenyl)- e B RAmES B
134 8.40 860 8.80 9.00 9.20
m/z 135.10 21.15%
107
5000 77
39
27 ‘ 91 19
65
0 ..“EL‘8|.‘. . .“i“. .“lH. |“EH‘.‘.“.M| : .“l‘. I" | .lm, ; .‘.‘. L e B R R e
m/z--> 20 40 60 80 100 120 140 160 180 8.40 860 8.80 9.00 9.20

8270-BF020116.-M Wed Feb 10 17:19:02 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084981.D

Aca On : 10 Feb 2016 4:46

Operator : SJ/1Z

Sample : H1360-01

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 unknown8.91 Concentration Rank 14

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

8.91 2.40 ng 134388 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1-methvilpropvl)- 150 C10H140 000099-71-8 35
2 Benzaldehvde. 2-ethoxv- 150 C9H1002 000613-69-4 35
3 Benzaldehvde. 4-ethoxv- 150 C9H1002 010031-82-0 35
4 Paroxvpropione 150 C9H1002 000070-70-2 27
5 ortho-Hydroxypropiophenone 150 C9H1002 000610-99-1 27

Abundance Scan 597 (8.910 min): BF084981.D (-593) (-) m/z 121.05 100.00%
121

5000

8.60 8.80 9.00 9.20

0 m/z 122.10 43.95%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22671: Phenol, 4-(1-methylpropyl)-
t.l
5000 LI L L L L L LB LB |
150 8.60 8.80 9.00 9.20
77 o1 107 135 m/z 131.00 39.69%
27 39 51 65 ‘ ‘1 ‘
L SRR S S S S A 8 S S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
121
8.60 8.80 9.00 9.20
5000 m/z 135.10 37.18%
150
39 65 104
27 76 o4
15 51 132
S R T e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23334: Benzaldehyde, 4-ethoxy- AR EAR R mma s a
121 8.60 8.80 9.00 9.20
m/z 132.05 37.10%
5000
150
65
29 39 o 93
obts Il T s s L
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084981.D

Aca On : 10 Feb 2016 4:46

Operator : SJ/1Z

Sample : H1360-01

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 unknown9.08 Concentration Rank 6

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

9.08 8.59 ng 481090 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclooctane. methvl- 126 C9H18 001502-38-1 38
2 trans-2-Dodecenoic acid 198 C12H2202 032466-54-9 38
3 5-Octadecene. (E)- 252 C18H36 007206-21-5 38
4 2-Decenoic acid 170 C10H1802 003913-85-7 38
5 Cyclopropane, 1l-ethyl-2-methyl-,... 84 C6H12 019781-68-1 25

Abundance Scan 612 (9.082 min): BF084981.D (-607) (-) m/z 43.10 100.00%

5000
R R IEEEE e s
148 164 179193 8.80 9.00 9.20 9.40
(0} m/z 41.10 71.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11173: Cyclooctane, methyl-
55
41 69
5000 LA L L L L L L L
a3 8.80 9.00 9.20 9.40
27 97 111 m/z 55.10 70.51%
“ ‘ 126
(0} “|“'w'“"'“ R R e R R REEAE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43
73 N —
57 8.80 9.00 9.20 9.40
5000 29 m/z 56.05 46.93%
86 99
113 138
ol 15 151165 180 g5
T T T T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89785: 5-Octadecene, (E)- L B
55 8.80 9.00 9.20 9.40

m/z 69.10 44 _55%
69

5000

N
SN
(o]
w

252

ol 125139 154168181195 224
S - e —
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 8.80 9.00 9.20 9.40

8270-BF020116.-M Wed Feb 10 17:19:04 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084981.D

Aca On : 10 Feb 2016 4:46

Operator : SJ/1Z

Sample : H1360-01

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Biphenylene Concentration Rank 13

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

9.53 2.64 ng 148083 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Biphenvlene 152 C12H8 000259-79-0 80
2 Acenaphthylene 152 C12H8 000208-96-8 64
3 (6BALPHA.7BETA.11ALPHA.11AALPHAY... 334 C25H180 1000241-69-8 59
4 Benzaldehvde. 2-hvdroxv-3-methoxv- 152 C8H803 000148-53-8 59
5 1H-Phenalen-1-one 180 C13H80 000548-39-0 56

Abundance Scan 651 (9.527 min): BF084981.D (-650) (-) m/z 152.10 100.00%
152
5000
55 76 109706 205 9.20 9.40 9.60 9.80
Obrrrrrrrrprsb bbbl TR0 e W72 151.10  24.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #24336: Biphenylene
152
5000 N AR AR AR
9.20 9.40 9.60 9.80
76 m/z 153.10 15.10%
28 %0 | 98 1%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
152
e R
9.20 9.40 9.60 9.80
5000 m/z 150.10 14.25%
76
14 51 098 126

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #134875: (6BALPHA,7BETA,11ALPHA, 11AALPHA)-11-PHENYL-6B,7,1... o
152 9.20 9.40 9.60 9.80
m/z 160.05 10.76%

5000

76

102 126 182 507 226 289 317334
e = A RS
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 9.20 9.40 9.60 9.80

8270-BF020116.-M Wed Feb 10 17:19:04 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084981.D

Aca On : 10 Feb 2016 4:46

Operator : SJ/1Z

Sample : H1360-01

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Furan, 3-phenyl- Concentration Rank 12

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

9.82 3.36 ng 188262 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. 3-phenvl- 144 C10H80 013679-41-9 91
2 2-Naphthalenol 144 C10H80 000135-19-3 91
3 1-Naphthalenol 144 C10H80 000090-15-3 90
4 Benzofuran. 2-ethenvl- 144 C10H80 007522-79-4 87
5 Cinnoline, 3-methyl- 144 COH8N2 017372-78-0 78

Abundance Scan 677 (9.825 min): BF084981.D (-675) (-) m/z 144.10 100.00%
144
115
5000
50 63 7 27 189 205 9.60 9.80 10.00 10.20
O Sl L .-:'. aop | 127 | gse108 189 205217230 | oS Pre G0 S 0n,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19582: Furan, 3-phenyl-
144
115
5000 L I LN SULILN B
9.60 9.80 10.00 10.20
m/z 116.10 17 .94%
. 39 51 % 75 % |
mz-> 2 40 60 80 100 130 140 1% 180 200 200
Abundance
144
115 LR L UL UL B
9.60 9.80 10.00 10.20
5000 m/z 145.10 13.57%
63 89
15 27 3951 "7 75 “Tq01 | 127
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19576: 1-Naphthalenol R B EREE R
144 9.60 9.80 10.00 10.20
m/z 89.05 9.97%
115
5000
27 3951 63 75 8910y | 197 |
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 9.60 9.80 10.00 10.20

8270-BF020116.-M Wed Feb 10 17:19:

05 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084981.D

Aca On : 10 Feb 2016 4:46

Operator : SJ/1Z

Sample : H1360-01

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 13 Dodecane, l1-bromo- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.12 4_47 ng 250294 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 1l-bromo- 248 C12H25Br 000143-15-7 70
2 Hexatriacontane 507 C36H74 000630-06-8 58
3 Dotriacontane 451 C32H66 000544-85-4 58
4 Tetradecane 198 C14H30 000629-59-4 52
5 Hexadecane 226 C16H34 000544-76-3 52
Abundance Scan 703 (10.122 min): BF084981.D (-701) (-) m/z 57.10 100.00%
57
5000 a5 \“‘FAN/\“AAWFLA”V“”/\NA/}MJ\
1 137 550 1000 1020 1040
165193 . . . .
ob A LU | 2691010206 w7z 43.10  70.22%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #86889: Dodecane, 1-bromo-
57 135
5000 SRR AR SRR AR
85 9. 80 10 00 10 20 10.40
29 m/z 71.10 52.48%
0..“.‘|‘ ...|p-.6.3..|...2.48....|....|....|....|....|..
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
'9.80 10.00 10.20 10.40
5000 o m/z 41.10 38.41%
2 113141
0 169197225253281309337 379 421449477 506
m/z--> 6 55 160 1éo 260 2éo 360 3%0 460 4éo 560
Abundance #164413: Dotriacontane R R mEEE
57 9.80 10.00 10.20 10.40
m/z 85.10 37.44Y%
5000
85
29
o ,113141169197225253 295 337365393421 450
m/z--> (I) 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3&'30 4(')0 4&'30 5(')0 9. 80 10 00 10 20 10'40 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084981.D

Aca On : 10 Feb 2016 4:46

Operator : SJ/1Z

Sample : H1360-01

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 14 Dodecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.34 4.53 ng 253701 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 52
2 Nonacosane 408 C29H60 000630-03-5 50
3 Tridecane. 6-methvl- 198 C14H30 013287-21-3 50
4 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 50
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 47
Abundance Scan 722 (10.339 min): BF084981.D (-720) (-) m/z 57.10 100.00%
g7
5000 ANJvk,«/\\-»/tV“’AV“\’JNIW
T o127 158 184 10,00 10.20 10.40 10.60
5 mg : : : :
0...',“ dnlh}lhllak“.. el 24|5”” ———— m/z 71.10 43 .20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #36158: Dodecane
57
5000 R A U B SRR B
85 10. oo 10. 20 10 40 10.60
29 m/z 43.10 40.49%
170
o..hd,hﬁﬂ HN%}@]Il” e —
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
10,00 10.20 10.40 10.60
5000 85 m/z 41.10 26.70%
. 29 113 141 169 197 225 253 281 300 337 365 408 A’NNJV,]\Vfavﬂvwvrw/AM#JV%N
m/z--> 55 160 1éo 260 250 360 350 460
Abundance #55022: Tridecane, 6-methyl- s B
57 10.00 10.20 10.40 10.60
m/z 85.10 22 .01%
5000
29 8 1%
0 \ \‘ (| J ) ‘\ 154 183
m/z--> 5'0 1(')0 1éo 200 250 300 3&'30 4(')0 10. 00 10. 20 10 40 10. 60 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084981.D

Aca On : 10 Feb 2016 4:46

Operator : SJ/1Z

Sample : H1360-01

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.59 13.69 ng 602054 Phenanthrene-d10 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 62
2 Eilcosane 282 C20H42 000112-95-8 62
3 Heptacosane 380 C27H56 000593-49-7 62
4 Tridecane. 6-methvl- 198 C14H30 013287-21-3 62
5 Pentadecane 212 C15H32 000629-62-9 60

Abundance Scan 744 (10.590 min): BF084981.D (-742) (-) m/z 57.10 100.00%

5000

10.20 10.40 10.60 10.80 11.00

111133 159 199 215 244

0! m/z 43.10 67.93%
miz--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57
5000 85 AL LI L L L L L
10.20 10.40 10.60 10.80 11.00
- m/z 71.10 55.43%
oLl h | (M3 141 169 197 225 253 281 309 337 365 394
Ay e T e e A el SR
miz--> 50 100 150 200 250 300 350
Abundance
57
SN
10.20 10.40 10.60 10.80 11.00
5000 m/z 85.10 36.45%
85
29
0 113 141 169 282
A A
miz--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane A RREEEEEE S TR
57 10.20 10.40 10.60 10.80 11.00
m/z 41.10 33.57%
5000
85
29
oL ;113 141 169 197 225 253 281 323 351 380
A e Y Y O e B NN
mz--> 50 100 150 200 250 300 350 10.20 10.40 10.60 10.80 11.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020916\
Data File : BF084981.D

Acq On : 10 Feb 2016 4:46

Operator : SJ/1Z

Sample : H1360-01

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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 21.9 ng 1030690 1 6.64 941301 20.0
unknown6 .41 6.41 83.8 ng 3943820 1 6.64 941301 20.0
Phenol, 3,5-dimet... 7.73 15.5 ng 1090860 2 7.92 1405540 20.0
Phenol, 3-ethyl-5.._. 8.17 2.4 ng 168107 2 7.92 1405540 20.0
Phenol, 2-ethyl-4._. 8.29 6.9 ng 487864 2 7.92 1405540 20.0
5H-1-Pyrindine 8.57 4.9 ng 344007 2 7.92 1405540 20.0
1H-Inden-5-ol, 2,... 8.82 4.3 ng 240828 3 9.66 1120440 20.0
unknown8.91 8.91 2.4 ng 134388 3 9.66 1120440 20.0
unknown9 .08 9.08 8.6 ng 481090 3 9.66 1120440 20.0
Biphenylene 9.53 2.6 ng 148083 3 9.66 1120440 20.0
Furan, 3-phenyl- 9.82 3.4 ng 188262 3 9.66 1120440 20.0
Dodecane, l1l-bromo- 10.12 4.5 ng 250294 3 9.66 1120440 20.0
Dodecane 10.34 4.5 ng 253701 3 9.66 1120440 20.0
Octacosane 10.59 13.7 ng 602054 4 11.15 879271 20.0
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