LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\
Data File : BF090686.D

Aca On : 20 Oct 2016 17:03

Operator : UM/SJ

Sample : H5318-01 5X

Misc :

ALS Vial : 10 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-BF101316.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 5.046 235 237 244 rBV 158636 254821 8.52% 0.475%
2 5.468 272 274 281 rBV 730433 823511 27.53% 1.534%
3 6.509 362 365 369 rBV 898752 1010216 33.77% 1.881%
4 6.577 369 371 374 rVB3 41635 63121 2.11% 0.118%
5 6.646 374 377 379 rBV 924465 978469 32.71% 1.822%
6 6.874 395 397 400 rBVY 1125805 1242208 41.52% 2.313%
7 7.034 409 411 413 rBV 815147 751710 25.13% 1.400%
8 7.160 419 422 424 rBV 38649 69378 2.32% 0.129%
9 7.251 427 430 438 rvv2 104424 260706 8.71% 0.486%
10 7.434 444 446 449 rBV 345021 495362 16.56% 0.922%
11 7.674 465 467 470 rVB3 39638 69009 2.31% 0.129%

12 7.914 482 488 491 rBvV 215416 368295 12.31% 0.686%
13 8.166 507 510 512 rBV 2050544 1937553 64.77% 3.608%
14 8.463 532 536 537 rBvV3 46998 96561 3.23% 0.180%
15 8.520 539 541 545 rBvV2 261039 457512 15.29% 0.852%

16 8.589 545 547 548 rBv2 119524 148109 4_95% 0.276%
17 8.714 5562 558 560 rBV6 53515 157913 5.28% 0.294%
18 8.760 560 562 563 rBvV 221613 183738 6.14% 0.342%
19 8.817 563 567 568 rBv4 46898 82308 2.75% 0.153%
20 8.932 574 577 580 rBvV2 196404 435403 14.55% 0.811%

21 8.989 580 582 586 rvVB4 85403 122291 4_.09% 0.228%
22 9.092 589 591 592 rBvV 233026 286375 9.57% 0.533%
23 9.126 592 594 595 rBvV2 45504 59050 1.97% 0.110%
24 9.160 595 597 598 rBv2 116114 128181 4.28% 0.239%
25 9.195 598 600 602 rvB3 201967 248857 8.32% 0.463%

26 9.240 602 604 607 rBV 1145899 1020724 34.12% 1.901%
27 9.320 609 611 614 rBvV 589704 998823 33.39% 1.860%
28 9.389 614 617 619 rBv3 162099 390660 13.06% 0.728%
29 9.446 620 622 624 rBv3 121805 138933 4.64% 0.259%
30 9.515 626 628 630 rBv2 172708 226895 7.58% 0.423%

31 9.583 632 634 637 rBv3 290788 509607 17.04% 0.949%
32 9.629 637 638 641 rBv3 990103 1513152 50.58% 2.818%
33 9.789 650 652 655 rBv4 519959 998150 33.37% 1.859%
34 9.835 655 656 657 rvv 770760 601490 20.11% 1.120%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\
Data File : BF090686.D

Aca On : 20 Oct 2016 17:03

Operator : UM/SJ

Sample : H5318-01 5X

Misc :

ALS Vial : 10 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-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 9.926 660 664 665 rvv 2005994 2468647 82.52% 4_.597%

36 9.960 665 667 671 rvv5 359108 624595 20.88% 1.163%
37 10.029 671 673 675 rBv2 287043 397016 13.27% 0.739%
38 10.120 679 681 684 rBv4 254492 483270 16.15% 0.900%
39 10.246 690 692 695 rBv2 527977 1091381 36.48% 2.032%
40 10.326 698 699 701 rvv 397861 684194 22.87% 1.274%

41 10.360 701 702 703 rVB 1060484 760564 25.42% 1.416%
42 10.463 709 711 712 rBV2 425617 517927 17.31% 0.965%
43 10.635 724 726 728 rBV3 389645 661151 22.10% 1.231%
44 10.715 731 733 735 rVV2 841844 900552 30.10% 1.677%
45 10.749 735 736 739 rvB2 611870 819530 27.40% 1.526%

46 10.840 742 744 747 rVB2 1376488 2295472 76.73% 4._275%
47 10.920 749 751 752 rBV 510140 640594 21.41% 1.193%
48 11.058 761 763 764 rBV 542125 673936 22.53% 1.255%
49 11.286 781 783 784 rVB 982501 747331 24.98% 1.392%
50 11.320 784 786 788 rvB2 818381 1259557 42.10% 2.346%

51 11.412 792 794 798 rBv2 1313815 2398833 80.19% 4._467%
52 11.709 818 820 822 rBV 916976 1003162 33.53% 1.868%
53 11.983 843 844 845 rvB 1310770 899188 30.06% 1.675%
54 12.029 846 848 852 rvB 1156507 2007992 67.12% 3.739%
55 12.121 854 856 858 rBV 1383821 1290784 43.15% 2.404%

56 12.155 858 859 861 rvB 737478 558220 18.66% 1.040%
57 12.475 885 887 889 rBv2 1725953 2991499 100.00% 5.571%
58 12.635 900 901 902 rBV 635796 440660 14.73% 0.821%
59 12.886 921 923 925 rVB 1301054 1504288 50.29% 2.801%
60 12.921 925 926 928 rVB 1163531 1176683 39.33% 2.191%

61 13.001 932 933 937 rVB 1233720 1634377 54.63% 3.044%
62 13.241 952 954 957 rvB2 609527 836909 27.98% 1.559%
63 14.064 1023 1026 1030 rVB3 1255002 2043083 68.30% 3.805%
64 15.504 1150 1152 1162 rVB 790986 1848700 61.80% 3.443%
65 16.189 1210 1212 1222 rVB4 280218 909017 30.39% 1.693%

Sum of corrected areas: 53698203
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\
Data File : BF090686.D

Aca On : 20 Oct 2016 17:03

Operator : UM/SJ

Sample : H5318-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF090686.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\
Data File : BF090686.D

Aca On : 20 Oct 2016 17:03

Operator : UM/SJ

Sample : H5318-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 1 unknown6.65 Concentration Rank 3

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

6.65 15.75 ng 978469 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 377 (6.646 min): BF090686.D (-374) (-) m/z 132.00 100.00%
5000 68
40 54 % J 6.40 6.60 6.80 7.00
o frer |wsus g o "m/z 68.05 45.73%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IERBE ARSI
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.34%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 640 6.60 6.80 7.00
5000 og 116 m/z 66.10 28.28%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl-
132 6.40 6.60 6.80 7.00
m/z 69.10 17.43%
5000
67
80 91
45 54 H ‘ ‘ 106 117
0....f‘.‘.“l‘.““l‘...‘l..‘l.Hk“...”l..“‘.|....|....|....
m/z--> 40 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\
Data File : BF090686.D

Aca On : 20 Oct 2016 17:03

Operator : UM/SJ

Sample : H5318-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Nonanoic acid Concentration Rank 20

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

8.52 4.72 ng 457512 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 86
2 Hexanoic acid 116 C6H1202 000142-62-1 50
3 .beta.-D-Glucopvranose. l1l.6-anhyv... 162 C6H1005 000498-07-7 50
4 Heptanoic acid 130 C7H1402 000111-14-8 49
5 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 43

Abundance Scan 541 (8.520 min): BF090686.D (-539) (-) m/z 60.10 100.00%

60 73
41
5000

105 115 129
S | 8 150 162 820 840 860 8.80
|l|ll|l|lnl||||.|i||.|.l|'.|lu ||,|:l|.!.||'ﬁg,|,| m Z 73 10 83 03%

m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170
Abundance #30180: Nonanoic acid
60 73
41

o

5000 LA L L L L L L LB |
29 820 840 8.60 8.80
‘ 115 109 m/z 57.10 70.42%
87 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
60
R e AR
8.20 8.40 8.60 8.80
5000 73 m/z 41.10 58.47%
21 m
87
0 51 101 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #32447: .beta.-D-Glucopyranose, 1,6-anhydro- R R R B
60 8.20 8.40 8.60 8.80
m/z 55.10 51.26%
5000
73
43
98
0 ..,....,....‘,‘.... S S N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\
Data File : BF090686.D

Aca On : 20 Oct 2016 17:03

Operator : UM/SJ

Sample : H5318-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4 unknown9.32 Concentration Rank 12

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

9.32 8.09 ng 998823 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. allvl octadecvl ester 382 C23H4204 1000309-24-5 38
2 Oxalic acid. allvl hexadecvl ester 354 C21H3804 1000309-24-4 38
3 Oxalic acid. cvclobutvl pentadec... 354 C21H3804 1000309-70-5 35
4 Tridecane. l1l-bromo- 262 C13H27Br 000765-09-3 22
5 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 20

Abundance Scan 611 (9.320 min): BF090686.D (-609) (-) m/z 57.10 100.00%
57
43
5000
9.00 9.20 9.40 9.60
ol — m/z 43.10 75.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #203464: Oxalic acid, allyl octadecyl ester
4
57
5000 AR LR R
7 9.00 9.20 9.40 9.60
97 m/z 41.10 56.41%
o 2% | 12514 297
m/z--> 25 4b 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41
57 9.00 9.20 9.40 9.60
5000 m/z 71.10 53.52%
71
85
0L.28 905 269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #186678: Oxalic acid, cyclobutyl pentadecy! ester A e
55 9.00 9.20 9.40 9.60
m/z 55.10 52.10%
5000
A g
ol ﬁ J d\ |, 1125140 210 255
m/z--> 25 Jo éo 85 160 120 150 160 1éo 200 220 240 260 2éo 300 gbo 950 gho 9%0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\
Data File : BF090686.D

Aca On : 20 Oct 2016 17:03

Operator : UM/SJ

Sample : H5318-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown9.79 Concentration Rank 13

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

9.79 8.09 ng 998150 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Neopentvlidenecvclohexane 152 C11H20 039546-80-0 43
2 2-Octen-1-ol. 3.7-dimethvl- 156 C10H200 040607-48-5 25
3 2-Pentene. 3-ethvl-4.4-dimethvl- 126 C9H18 053907-59-8 22
4 1.2-Cvclohexanediol. cvclic sulf... 162 C6H1003S 019456-19-0 22
5 1,2-Dodecanediol 202 C12H2602 001119-87-5 22

Abundance Scan 652 (9.789 min): BF090686.D (-650) (-) m/z 69.10 100.00%
o
5000
9.40 9.60 9.80 10.00 10.20
0 m/z 55.10 81.76%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #25430: Neopentylidenecyclohexane
69
81
5000 4l o5 109 137 R B o o R
) 9.40 9.60 9.80 10001020
‘ 15 m/z 83.10 68.89%
ok 15 M H\ \H ‘..Hl“...‘.l.l‘..];2‘.3...‘|.... e
m/z--> 20 100 120 140 160 180 200 220
Abundance
41 69
9.40 9.60 9.80 10.00 10.20
5000 % e o5 m/z 41.10 65.02%
123
109 138 156
e R L S SIS B S S L B WIS W
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #11611: 2-Pentene, 3-ethyl-4,4-dimethyl- A ERmEa mEa S
55 69 97 9.40 9.60 9.80 10.00 10.20
41 m/z 109.10 63.51%
5000
111
29 126
o]
o,‘;‘“‘ e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 940 9.60 980 1000 1020
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\
Data File : BF090686.D

Aca On : 20 Oct 2016 17:03

Operator : UM/SJ

Sample : H5318-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown9.83 Concentration Rank 19

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

9.83 4.87 ng 601490 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexene. 3-ethvl-2.5-dimethvl- 140 C10H20 062338-08-3 27
2 Cvclohexane. 1.1".1""-(1-ethanvl... 276 C20H36 055682-86-5 27
3 2.6-Heptadienal. 2.4-dimethvl- 138 C9H140 085136-08-9 25
4 Cyclohexane. 1-(cvclohexvimethvl... 194 C14H26 054823-96-0 18
5 1,6-Heptadiene, 2,5,5-trimethyl- 138 C10H18 062238-28-2 14

Abundance Scan 656 (9.835 min): BF090686.D (-655) (-) m/z 69.10 100.00%

5000

9.60 9.80 10.00 10.20

0 m/z 97.10 81.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18032: 3-Hexene, 3-ethyl-2,5-dimethyl-
55 69
5000 N R RN AR
41 9.60 9.80 10 00 10 20

m/z 193.20 79.63%

27 8f 111, 140
S O T O W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
83 S e
41 97 9.60 9.80 10.00 10.20
5000 m/z 55.10 68.99%
193
69 111
27 179
13 137151165 207 229 276

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

Abundance #17564: 2,6-Heptadienal, 2,4-dimethyl- e s mae s
9.60 9.80 10.00 10.20

m/z 109.10 66.99%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.60 980 10 00 10 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\
Data File : BF090686.D

Aca On : 20 Oct 2016 17:03

Operator : UM/SJ

Sample : H5318-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Naphthalene, 2,3,6-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.25 8.84 ng 1091380 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 98
2 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 97
3 4.6.8-Trimethvlazulene 170 C13H14 000941-81-1 95
4 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 94
5 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 90
Abundance Scan 692 (10.246 min): BF090686.D (-690) (-) m/z 170.10 100.00%
155 1710
69 83 o7 115128 193 A oo i 1aian |
55 141 10.00 10.20 10.40 10.60
0 S 210223236 | 77715510  89.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38375: Naphthalene, 2,3,6-trimethyl-
155 170
5000 LRI SULRILN SUMRILN BN R
10.00 10.20 10.40 10.60
128 m/z 169.10 27.08%
14 27 39 5163 70 gg 10070 T ML ||
m/z--> 20 45 60 éo 100 120 140 160 180 200 220 240
Abundance
155 170
10.00 10.20 10.40 10.60
5000 m/z 153.10 23.85%
39 51 63 76 gg 10,1158 141
O o e L T B O et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38364: 4,6,8-Trimethylazulene R B
155 170 10.00 10.20 10.40 10.60
m/z 152.10 19.80%
5000
115128
LR N
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 10,00 10.20 10.40 10,60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\
Data File : BF090686.D

Aca On : 20 Oct 2016 17:03

Operator : UM/SJ

Sample : H5318-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl10.33 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.33 5.54 ng 684194 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 38
2 Naphthalene. 1.4.5-trimethvl- 170 C13H14 002131-41-1 38
3 1H.3H-Thienol3.4-clthiophene. 4.... 170 C8H10S2 015441-54-0 38
4 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 38
5 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 30
Abundance Scan 699 (10.326 min): BF090686.D (-698) (-) m/z 170.10 100.00%
155 170
123
5000
184
20321723 5 10.00 10.20 10.40 10.60
0 1234 m/z 155.10 88.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38374: Naphthalene, 1,6,7-trimethyl-
170
155
5000
10.00 10.20 10.40 10.60
m/z 169.10 84 .10%
04 I‘IHIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
155
170
10.00 10.20 10.40 10.60
5000 m/z 123.10 79.72%
115128
. 50 63 76 89 102 141
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38688: 1H,3H-Thieno[3,4-c]thiophene, 4,6-dimethyl- R REnas s
1 10.00 10.20 10.40 10.60
m/z 69.10 62 .05%
5000
o} e RS me S I I e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\
Data File : BF090686.D

Aca On : 20 Oct 2016 17:03

Operator : UM/SJ

Sample : H5318-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Bacchotricuneatin c Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.36 6.16 ng 760564 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 93
2 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 80
3 Hexadecane 226 C16H34 000544-76-3 76
4 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 64
5 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 58
Abundance Scan 702 (10.360 min): BF090686.D (-701) (-) m/z 57.10 100.00%
57
5000 85
3 113 10.00 10.20 10.40 10.60
ol A gl g3 a4 1m2a9020926000 771 10 67.30%
m/z--> 50 100 150 200 250 300
Abundance #178298: Bacchotricuneatin ¢
1
g5 112
5000 AR B B
10 00 10. 20 10 40 10.60
132 m/z 43.10 62.81%
o T 1781t 216 2as 312 342
m/z--> éo 160 1éo 260 2éo 360 '
Abundance
57
10,00 10.20 10.40 10.60
5000 85 m/z 85.10 42 .58%
29 113
OIIIII""I""""""""I""I
m/z--> 50 100 150 200 250 300
Abundance #83026: Hexadecane R REEE maEaE L
57 10.00 10.20 10.40 10.60
m/z 41.10 26.28%
5000 85
29 113
0..“.‘.‘|“.!.I‘.J| I\\‘Iullﬁl Ilbtgl }97.?%.6.|.... —— s Ea e
m/z--> 50 100 150 200 250 300 mmmmmmmm

8270-BF101316.-M Fri Oct 21 19:34:55 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\
Data File : BF090686.D

Aca On : 20 Oct 2016 17:03

Operator : UM/SJ

Sample : H5318-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.84 19.14 ng 2295470 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 70
2 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 64
3 Heneicosane 296 C21H44 000629-94-7 62
4 Eicosane 282 C20H42 000112-95-8 62
5 Pentadecane 212 C15H32 000629-62-9 58
Abundance Scan 744 (10.840 min): BF090686.D (-742) (-) m/z 57.10 100.00%
57
5000
, 10,60 10,80 11.00 11.20
01 m/z 71.10 75.44%
m'z--> 0 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 L UL I SRR B
85 10,60 10.80 11.00 11.20
m/z 43.10 54 _70%
o 290 | || 118 141 169 107 225 253 281 323 351 380
m'z--> 0 50 100 1éo 200 250 300 350
Abundance
57
10,60 10,80 11.00 11.20_
5000 85 m/z 85.10 43.59%
113 155
0 135 183 5
m'z--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane AN REEme R S S
57 10.60 10.80 11.00 11.20
m/z 184.10 26.69%
5000 85
29
o M | M 141 160 107 225 253 206
m'z--> 0 50 100 150 200 250 300 350 10,60 10.80 11.00 11.20

8270-BF101316.-M Fri Oct 21 19:34:56 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\
Data File : BF090686.D

Aca On : 20 Oct 2016 17:03

Operator : UM/SJ

Sample : H5318-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Naphthalene, 1-methyl-7-(1-... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.92 5.34 ng 640594 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1-methvl-7-(1-methy... 184 C14H16 000490-65-3 93
2 Naphthalene. 1.2.3.4-tetramethvl- 184 Cl14H16 003031-15-0 90
3 Chamazulene 184 C14H16 000529-05-5 87
4 3.4-Dimethoxv-6-methvlpvrocatechol 184 C9H1204 054826-79-8 80
5 1,4,5,8-Tetramethylnaphthalene 184 C14H16 002717-39-7 76

Abundance Scan 751 (10.920 min): BF090686.D (-749) (-) m/z 169.10 100.00%

169
184

5000

10.60 10.80 11.00 11.20

77 9o 115128 198 513 228242 258

39 57

0 m/z 184.10 78.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48940: Naphthalene, 1-methyl-7-(1-methylethyl)-
169
184
5000 LA L L L L L LB L |
10.60 10.80 11.00 11.20
s m/z 153.10 17.71%
115
27 41 63 77 91 | | \‘\ [l H‘
T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
169 184
R e R RR B
10.60 10.80 11.00 11.20
5000 m/z 170.10 14 .25%
141154
0639 6377 g2
R L B B B o B A Raaas
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48919: Chamazulene R e RN
169 184 10.60 10.80 11.00 11.20
m/z 141.10 13.04%
5000
153
128
B e US|
Oy L.W.H.PU”\“..Jh. A RAREEEEEIICR R e R RR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10 60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\
Data File : BF090686.D

Aca On : 20 Oct 2016 17:03

Operator : UM/SJ

Sample : H5318-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1,1"-Biphenyl, 2,3"-dimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
11.06 5.62 ng 673936 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.3"-dimethvl- 182 C14H14 000611-43-8 86
2 1.1°-Biphenvl. 3.4"-dimethvl- 182 C14H14 007383-90-6 76
3 1.1°-Biphenvl. 2-ethvl- 182 C14H14 001812-51-7 70
4 Benzene. l-methvl-3-(phenvimethvl)- 182 C14H14 000620-47-3 70
5 2,2"-Dimethylbiphenyl 182 C14H14 000605-39-0 64

Abundance Scan 763 (11.058 min): BF090686.D (-761) (-) m/z 182.10 100.00%
1 2
5000
152 U UL SN SURIURE UL

10.80 11.00 11.20 11.40
m/z 167.10  99.73%

210 531246 266280
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

0!

Abundance #47329: 1,1'-Biphenyl, 2,3"-dimethyl-
167
182
5000 TT T T[T T T T[T T T [Trrrrrm
10.80 11.00 11.20 11.40
182 m/z 165.10 86.07%
39 [ ‘h 1}5 \13\9 | h“
(O R o o o o o B B N SRR RN R SR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
182
B e N A
10.80 11.00 11.20 11.40
5000 67 m/z 180.10 26.79%
o243 63 89 115 139152
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #47322: 1,1'-Biphenyl, 2-ethyl- e A AREEmmas e S
167 10.80 11.00 11.20 11.40
182 m/z 181.10 25.60%
5000
152
115
AN Pyt o W I E— 0L A Rt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.80 11. OO 11. 20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\
Data File : BF090686.D

Aca On : 20 Oct 2016 17:03

Operator : UM/SJ

Sample : H5318-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Nonane,

5-(2-methylpropyl)-

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.20  6.23ng 747331 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Nonane. 5-(2-methvlpropvld- 184 C13H28 062185-53-9 72

2 Dodecane. l1-iodo- 296 C12H251 004292-19-7 72

3 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 72
4 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 72

5 Undecane, 6-ethyl- 184 C13H28 017312-60-6 59

Abundance Scan 783 (11.286 min): BF090686.D (-781) (-) m/z 57.10 100.00%

57
71
43
5000 85
99113127141155 182 212 234 254 2 11,00 11.20 11.40 1160 _
0 4 254 217 m/z 71.10 74.07%

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

Abundance #48916: Nonane, 5-(2-methylpropyl)-
43 57 71
85
5000 LA L L L L L L L
11.00 11.20 11.40 11.60
29 126 m/z 43.10 58.82%
o1 | 111 | 140154
T T T T T T e T [ T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
71 T e
11.00 11.20 11.40 11.60
5000 43 85 m/z 85.10 50.31%
29

99
113127, 41 159169183197
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #28441: Nonane, 3,7-dimethyl- Al BEaE S R
57 11.00 11.20 11.40 11.60
m/z 41.10 23.63%
43 71
5000
29 85
127
J M 99 113 141156
N e A e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11.20 11.40 11.60

8270-BF101316.-M Fri Oct 21 19:34:58 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\
Data File : BF090686.D

Aca On : 20 Oct 2016 17:03

Operator : UM/SJ

Sample : H5318-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.32 10.50 ng 1259560 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 60
2 Decane. 3-methvl- 156 C11H24 013151-34-3 55
3 Hexadecane. 2.6.10-trimethvl- 268 C19H40 055000-52-7 55
4 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 46
5 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 43
Abundance Scan 786 (11.320 min): BF090686.D (-784) (-) m/z 57.10 100.00%
57 7
5000 23
a0 160 11120 1140 1160
- 2302417, 267 m/z 71.10 93.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59882: Tetradecane
4357
71
5000 85 L A L B B
- umumumnm
99 m/z 85.10 51.94Y%
198
N - e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 1 R NI BRI B BN
11.00 11.20 11.40 11.60
5000 ’ 85 m/z 43.10 36.77%
126
oL14 99 156
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117657: Hexadecane, 2,6,10-trimethyl- R e R RR B
57 11.00 11.20 11.40 11.60
1 m/z 196.10 21.70%
5000 43
85 112 183
o ||y J | 127141155169 1,/ 197211225230253 268
m/z--> ﬁo 45 eb éo 160 150 140 160 180 200 220 240 2éo 280 1foo 1120 1140 1f60 '

8270-BF101316.-M Fri Oct 21 19:34:59 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\
Data File : BF090686.D

Aca On : 20 Oct 2016 17:03

Operator : UM/SJ

Sample : H5318-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetracosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.71 8.36 ng 1003160 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 86
2 Heptacosane 380 C27H56 000593-49-7 86
3 Heneicosane 296 C21H44 000629-94-7 86
4 Dodecane. 4-methvl- 184 C13H28 006117-97-1 72
5 1-lodoundecane 282 C11H23lI 004282-44-4 70

Abundance Scan 820 (11.709 min): BF090686.D (-818) (-) m/z 57.10 100.00%
57
5000 85
113 203 11.40 11.60 11.80 12.00
ol 3L Nl 16118329 227 256277 "m/z 71.10 70.78%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
5000 a5 L BN UL L UL
nmnmnmnm
29 m/z 43.10 59.87%
113
ol L h \ A L 169 197 225 253 281 309 338
m/z--> 55 160 150 260 250 300 3éo
Abundance
57
1140 11.60 11.80 12.00
5000 m/z 85.10 45 .54%
85
0 29 113 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #141426: Heneicosane s o S S o
57 11.40 11.60 11.80 12.00
m/z 41.10 24 .35%
85
5000
29 113
oL L. | |y 77,141 160 197 225 253 206
m/z--> % 1& 1% 2& 2% 3& 3% 1Mmmmmmmol

8270-BF101316.-M Fri Oct 21 19:35:00 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\
Data File : BF090686.D

Aca On : 20 Oct 2016 17:03

Operator : UM/SJ

Sample : H5318-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Undecane, 5-ethyl-5-propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.12 10.76 ng 1290780 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 5-ethvl-5-propvl- 226 C16H34 002755-07-9 72
2 Dodecane. 1-iodo- 296 C12H251 004292-19-7 58
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 58
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 53
5 Hexadecane 226 Cl16H34 000544-76-3 53

Abundance Scan 856 (12.121 min): BF090686.D (-854) (-) m/z 57.10 100.00%

g7

5000

197 R B o S

212
238253 282 305 11.80 12.00 12.20 12.40

113

141 165181

01 m/z 71.10 72.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83049: Undecane, 5-ethyl-5-propyl-
57
4 85
5000 TT LIS L L N BN |
11. 80 12. 00 12. 20 12.40
141 m/z 43.10 55.50%
113 ‘ 169 197
o,nnm.w““.w”w.me.w””.J”L”J.”.”..””..”“”.“”w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
S EA R A REBARR
11.80 12.00 12.20 12.40
5000 85 m/z 85.10 49 _.46%
41
155
0 26 113128 183
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl- R e R RR B
57 11.80 12.00 12.20 12.40
m/z 41.10 20.96%
5000
4 85
113
0 26 ‘ Jo o 168183198 225 253 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 80 12. 00 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\
Data File : BF090686.D

Aca On : 20 Oct 2016 17:03

Operator : UM/SJ

Sample : H5318-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Phenanthrene, 2,5-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.47 24.94 ng 2991500 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 93
2 Phenanthrene. 3.6-dimethvl- 206 Cl16H14 001576-67-6 93
3 9.10-Dimethvlanthracene 206 C16H14 000781-43-1 90
4 Phenanthrene. 1.7-dimethvl- 206 C16H14 000483-87-4 86
5 Phenanthrene, 2,3-dimethyl- 206 Cl6H14 003674-65-5 81
Abundance Scan 887 (12.475 min): BFOQO((;SG.D (-885) (-) m/z 206.10 100.00%
206
5000
149
89 126 154 | 12.20 12.40 12.60 12.80
63
Obrrrrrrr s eyt bl 228 253 284 315 T777191.10 48.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206
5000 LRI SR BN LN S
189 1220 1240 12/60 12.80
101 m/z 189.10 26.60%
b 2 S IO || 123139 T |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
206
1220 12.40 12,60 12.80
5000 m/z 205.10 23.33%
189
102
oL 27 51 76 122139 165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #66247: 9,10-Dimethylanthracene T
12.20 12.40 12.60 12.80
m/z 207.10 15.33%
5000
o} R B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1220 1240 12,60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\
Data File : BF090686.D

Aca On : 20 Oct 2016 17:03

Operator : UM/SJ

Sample : H5318-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Phenanthrene, 2,3,5-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.92 11.52 ng 1176680 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.3.5-trimethvl- 220 C17H16 003674-73-5 95
2 1-(4-MethviphenvD)-4-phenvlbuta-... 220 C17H16 037985-11-8 87
3 1.3-Pentadiene. 1.1-diphenvl-. (2)- 220 C17H16 015295-31-5 64
4 Pvrrololl.2-althienol2.3-dlpvrim... 220 C11H12N20S 056929-61-4 62
5 9-Ethyl-10-methylanthracene 220 C17H16 019713-49-6 60

Abundance Scan 926 (12.921 min): BF090686.D (-925) (-) m/z 220.10 100.00%
20
5000

12.60 12.80 13.00 13.20
m/z 205.10 51.97%

o 240 261 288 321
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #77700: Phenanthrene, 2,3,5-trimethyl-
220
5000 LA L L L L L LB L |
12.60 12.80 13.00 13.20
101 189 m/z 221.10 19.69%
0 122139 165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
220
R R IREEE SRS SRS R R
12.60 12.80 13.00 13.20
5000 m/z 189.10 17.46%
105 128 204

77

39 152 178
o

AREUNEBAUAREUNEE DA S LA BARE SRAAY LARAS SRR RARAS LR SARAY RSN AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #77703: 1,3-Pentadiene, 1,1-diphenyl-, (2)- R e R RR B
5 12.60 12.80 13.00 13.20
m/z 202.10 17 .00%

5000

91 115 165 1g9

141

o e

T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\
Data File : BF090686.D

Aca On : 20 Oct 2016 17:03

Operator : UM/SJ

Sample : H5318-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 19 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.24 8.19 ng 836909 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Heneicosane 296 C21H44 000629-94-7 62
3 Heptacosane 380 C27H56 000593-49-7 62
4 Tetracosane 338 C24H50 000646-31-1 62
5 Docosane 310 C22H46 000629-97-0 62
Abundance Scan 954 (13.241 min): BF090686.D (-952) (-) m/z 57.10 100.00%
57
T \\/L/\’\—/\'\/\AJLA
5000
261 ' 13.00 1320 13.40 13.60
oL, 2 ,‘. 287 324 352 m/z 71.10 82.87%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57
5000 LRSI BN B BN U
a5 13.00 13.20 13. 40 13 60
29 m/z 85.10 58.95%
0 Ll J 113 141 169 197 226
m/z--> 55 160 150 200 2éo 360 3éo
Abundance
57
" 13.00 13,20 13.40 13.60
5000 85 m/z 43.10 49 .03%
. 29 113 141 169 197 225 253 296 \\—vawmwﬁﬂjtkfywyffkvﬁﬂ
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #202662: Heptacosane R B A B
57 13.00 13.20 13.40 13.60
m/z 69.10 21.10%
5000
85
o 291 4 (113 141 169 197 225 253 281 323 351 380
m/z--> 50 1(')0 1&'30 2(')0 250 3(')0 3éo 13'00 13. 20 13. 40 13 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\
Data File : BF090686.D

Aca On : 20 Oct 2016 17:03

Operator : UM/SJ

Sample : H5318-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 20 (1R,2S,8R,8Ar)-8-acetoxy-1-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.19 9.83 ng 909017 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1R.2S.8R.8Ar)-8-acetoxv-1-(2-hv... 296 C18H3203 1000298-98-4 93
2 2-(4a.8-Dimethvl-6-0x0-1.2.3.4.4... 234 C15H2202 1000190-21-8 62
5-(7a-1sopropenvl-4_.5-dimethvl-o... 288 C20H320 1000193-54-1 38
4 Cvclohexane. 1.2-dimethvl-3.5-bi... 192 C14H24 074806-56-7 38
5 Silane, dimethyldi(2-isopropylph... 328 C20H2802Si 1000347-25-4 30
Abundance Scan 1212 (16.189 min): BF090686.D (-1210) (-) m/z 191.10 100.00%
1

5000

15.80 16.00 16.20 16.40 16.60
m/z 81.10 98.68%

0!

miz--> 50 100 150 200 250 300 350 400
Abundance #141207: (1R,2S,8R,8Ar)-8-acetoxy-1-(2-hydroxyethyl)-1,2,5...
55 81 191
5000 LA L I L L B L L L B
149 236 15.80 16.00 16.20 16.40 16.60
‘ m/z 95.10 90.37%
Ll \mnm e
miz--> 50 150 200 250 300 350 400
Abundance
41 95 191
.
69 123 15.80 16.00 16.20 16.40 16.60
5000 m/z 69.10 67.09%
161
234
T T S o e e S
miz--> 50 100 150 200 250 300 350 400
Abundance #134754: 5-(7a-1sopropenyl-4,5-dimethyl-octahydroinden-4-y... A RREEE RS E ST
9 191 15.80 16.00 16.20 16.40 16.60

m/z 109.10 61.51%

5000

231 955 288

m/z--> 50 100 150 200 250 300 350 400 15. 80 16. OO 16 20 16 40 16. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102016\
Data File : BF090686.D

Acq On : 20 Oct 2016 17:03

Operator : UM/SJ

Sample : H5318-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101316.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]
unknown6 .65 6.65 15.8 ng 978469 1 6.87 1242210 20.0
Nonanoic acid 8.52 4.7 ng 457512 2 8.17 1937550 20.0
unknown9 .32 9.32 8.1 ng 998823 3 9.93 2468650 20.0
unknown9.79 9.79 8.1 ng 998150 3 9.93 2468650 20.0
unknown9 .83 9.83 4.9 ng 601490 3 9.93 2468650 20.0
Naphthalene, 2,3,... 10.25 8.8 ng 1091380 3 9.93 2468650 20.0
unknown10.33 10.33 5.5 ng 684194 3 9.93 2468650 20.0
Bacchotricuneatin c 10.36 6.2 ng 760564 3 9.93 2468650 20.0
Heptacosane 10.84 19.1 ng 2295470 4 11.41 2398830 20.0
Naphthalene, 1-me... 10.92 5.3 ng 640594 4 11.41 2398830 20.0
1,1*-Biphenyl, 2,_... 11.06 5.6 ng 673936 4 11.41 2398830 20.0
Nonane, 5-(2-meth... 11.29 6.2 ng 747331 4 11.41 2398830 20.0
Tetradecane 11.32 10.5 ng 1259560 4 11.41 2398830 20.0
Tetracosane 11.71 8.4 ng 1003160 4 11.41 2398830 20.0
Undecane, 5-ethyl... 12.12 10.8 ng 1290780 4 11.41 2398830 20.0
Phenanthrene, 2,5... 12.47 24 .9 ng 2991500 4 11.41 2398830 20.0
Phenanthrene, 2,3... 12.92 11.5 ng 1176680 5 14.06 2043080 20.0
Hexadecane 13.24 8.2 ng 836909 5 14.06 2043080 20.0
(1R,2S,8R,8Ar)-8-... 16.19 9.8 ng 909017 6 15.52 1848700 20.0
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