LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086395.D

Aca On : 23 Apr 2016 17:29

Operator : UM/SJ

Sample : H2640-01

Misc :

ALS Vial : 39 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-BF042216.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 4.350 196 198 203 rBvV 157833 238093 5.38% 0.528%
2 5.013 253 256 259 rBVY 1007145 1466047 33.10% 3.251%
3 5.436 290 293 296 rBVY 2494653 2768669 62.52% 6.140%
4 5.847 327 329 332 rBV 71065 65052 1.47% 0.144%
5 6.476 381 384 393 rBY 3213254 3866431 87.30% 8.575%
6 6.613 393 396 398 rBVY 3343429 3853492 87.01% 8.546%
7 6.842 414 416 425 rBV 1189740 1196253 27.01% 2.653%
8 7.002 427 430 432 rBY 3107339 3333559 75.27% 7.393%
9 7.402 463 465 468 rBVY 1693162 2393779 54.05% 5.309%
10 8.122 526 528 533 rBY 1114121 1508936 34.07% 3.346%
11 8.842 587 591 593 rVvv2 45513 57650 1.30% 0.128%
12 8.933 597 599 604 rvVv 45468 60824 1.37% 0.135%
13 9.208 620 623 625 rBVY 3643387 4428761 100.00% 9.822%
14 9.288 628 630 632 rVB2 68640 89393 2.02% 0.198%
15 9.470 643 646 649 rBV 30305 61332 1.38% 0.136%

16 9.539 649 652 655 rvv2 67023 118646 2.68% 0.263%
17 9.596 655 657 659 rvv 615367 580486 13.11% 1.287%
18 9.733 668 669 673 rBvV 39114 61252 1.38% 0.136%
19 9.813 675 676 679 rBvV 116276 92396 2.09% 0.205%
20 9.882 679 682 683 rVvV 1294436 1462226 33.02% 3.243%

21 9.905 683 684 686 rvv 120740 140802 3.18% 0.312%

22 10.042 693 696 698 rBV3 25696 61796 1.40% 0.137%
23 10.076 698 699 702 rvv 76296 105856 2.39% 0.235%
24 10.133 702 704 706 rVB3 36060 55927 1.26% 0.124%
25 10.282 715 717 718 rBV 49759 59434 1.34% 0.132%
26 10.316 718 720 721 rVB 162381 151923 3.43% 0.337%
27 10.419 728 729 733 rBV 88353 97848 2.21% 0.217%
28 10.533 736 739 742 rBV2 86899 133067 3.00% 0.295%
29 10.579 742 743 745 rVB 41564 47482 1.07% 0.105%

30 10.659 748 750 753 rBV 781001 857483 19.36% 1.902%

31 10.785 759 761 765 rVB 253342 315170 7.12% 0.699%

32 10.876 765 769 771 rVB4 21825 50125 1.13% 0.111%
33 10.979 775 778 783 rBV6 40396 123108 2.78% 0.273%
34 11.105 787 789 793 rVB5 20935 47170 1.07% 0.105%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086395.D

Aca On : 23 Apr 2016 17:29

Operator : UM/SJ

Sample : H2640-01

Misc :

ALS Vial : 39 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-BF042216.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.231 796 800 801 rBV 164021 182161 4.11% 0.404%

36 11.265 801 803 806 rvB2 102839 144548 3.26% 0.321%
37 11.356 809 811 816 rBV2 1073934 1967142 44.42% 4_.363%
38 11.436 816 818 823 rVB 158368 243103 5.49% 0.539%
39 11.608 830 833 836 rBv2 40430 85528 1.93% 0.190%
40 11.654 836 837 839 rvv 74702 83658 1.89% 0.186%

41 11.859 853 855 856 rvv 103052 100218 2.26% 0.222%
42 11.882 856 857 859 rvv 84917 113067 2.55% 0.251%

43 11.928 859 861 863 rvv2 44796 64352 1.45% 0.143%
44 11.974 863 865 869 rvB2 145218 265496 5.99% 0.589%
45 12.065 872 873 874 rBV 86626 64238 1.45% 0.142%
46 12.156 879 881 882 rBv2 41775 57687 1.30% 0.128%
47 12.351 895 898 901 rBV3 37432 85528 1.93% 0.190%
48 12.408 901 903 904 rBV 85232 86444 1.95% 0.192%
49 12.454 904 907 909 rVB3 147764 259944 5.87% 0.576%
50 12.488 909 910 913 rBV2 37122 51936 1.17% 0.115%

51 12.568 914 917 920 rBV 807308 821892 18.56% 1.823%
52 12.797 934 937 938 rBV 707091 815172 18.41% 1.808%
53 12.819 938 939 946 rvB3 155161 260729 5.89% 0.578%
54 12.945 948 950 954 rBV 2953680 3220348 72.71% 7.142%
55 13.128 964 966 968 rVB 102402 120598 2.72% 0.267%

56 13.185 968 971 973 rBv2 228816 317615 7.17% 0.704%
57 13.231 973 975 979 rvv3 73681 149119 3.37% 0.331%
58 13.528 998 1001 1003 rBV 203163 341161 7.70% 0.757%
59 13.848 1027 1029 1034 rVB 436108 594386 13.42% 1.318%
60 13.985 1038 1041 1048 rVvv2 831135 1831307 41.35% 4.061%

61 14.168 1055 1057 1059 rBvV 318519 305418 6.90% 0.677%
62 14.465 1081 1083 1085 rBV 234586 335119 7.57% 0.743%
63 14.774 1107 1110 1113 rBV2 216748 368906 8.33% 0.818%
64 15.014 1128 1131 1135 rBV 191456 449389 10.15% 0.997%
65 15.094 1136 1138 1141 rVB2 221095 282561 6.38% 0.627%

66 15.414 1164 1166 1168 rBV 445385 616812 13.93% 1.368%
67 16.077 1222 1224 1233 rVB2 181104 455960 10.30% 1.011%

Sum of corrected areas: 45092010
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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:\HPCHEMI\BNA F\DATA\BF042216\

- BF086395.D

- 23 Apr 2016 17:29

- UM/SJ

- H2640-01

- 39 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF086395.D

6.61

6.48 7.00

5.44

7.40

6.84
5.01

5.85
A

0
Time-->

5.00

5.50

6.00

6.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF086395.D

12.95

9.88

8.12

13.53
13%4%

8.8493

Time-->

I
8.00

8.50

11.50

I T
9.50 10.00 10.50 11.00 12.00 12.50 13.00 13.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

ob——

TIC: BF086395.D

13.99

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\BF042216\
Data File : BF086395.D

Aca On : 23 Apr 2016 17:29

Operator : UM/SJ

Sample : H2640-01

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 3-Penten-2-one, 4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4_.35 3.98 ng 238093 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 80
4 2-Pentene. 3.4-dimethvl- 98 C7H14 024910-63-2 80
5 3,4-Dimethyl-2-pentene(c,t) 98 C7H14 1000118-16-5 78
Abundance Scan 198 (4.350 min): BF086395.D (-196) (-) m/z 83.10 100.00%

55.1 83.1
5000
43.1 981

| 67.1 400 420 440 4.60
o} e Y N IO LS I m/z 55.10 88.85%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55.0 83.0

5000 e AR n
43.0 98.0 400 420 4.40 4.60

29.0 m/z 43.10  41.45%

“ ‘\\ M‘ 670750 |
0...,....,....,....,....,....,....,....,....,....,....
m/z--> 10 20 40 50 60 70 80 90 100
Abundance
83.0

55.0 400 420 4.40 4.60
5000 43.0 m/z 98.10 34_77%
98.0
29.0
69.0
) Y ¥ ¥ SV LY OSSPSR UMM MM
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #3309: 2-Pentene, 2,4-dimethyl- B e S
83.0 4.00 420 4.40 4.60
55.0 m/z 39.10 28.56%
41.0
5000
27.0 98.0
15.0 ‘
67.0
o\\\uwm
miz--> 10 40 50 60 70 8 90 100 400 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086395.D

Aca On : 23 Apr 2016 17:29

Operator : UM/SJ

Sample : H2640-01

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.01 24 .51 ng 1466050 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 256 (5.013 min): BF086395.D (-253) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 SRR SRR SRR R
| 711 832 | 4.60 4.80 500 5.20 5.40
Obrrr e el e m/z 59.10 55.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L R L
59.0 460 480 500 520 540
0
150 4, 1010 m/z 101.10 18.80%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 5.00 520 5.40
5000 410 m/z 58.10 15.32%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3602: 1-Propen-2-ol, acetate AR e
43.0 4.60 4.80 500 5.20 5.40
m/z 41.10 9.09%
5000
58.0
0 15‘.0 27\.0 | ‘\ L 72‘.0 109.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 4.60 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086395.D

Aca On : 23 Apr 2016 17:29

Operator : UM/SJ

Sample : H2640-01

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 unknown6.61 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.61 64 .43 ng 3853490 1,4-Dichlorobenzene-d4 6.84
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-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9
Abundance Scan 396 (6.613 min): BF086395.D (-393) (-) m/z 132.10 100.00%

132.1
5000 68.1

401 540 | 61 ng 61 6.0 6.40 6.60 6.80 7.00
1

Ottt 8L | 3981 M “m/z 68.10  37.67%

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000

6.20 6.40 6.60 6.80 7.00
m/z 134.10 34 .44%

31.0 51.0
0 ‘ [, | H | \7b0 1
....,....,....,....,....,....,....,....,....,....,...., rTT
m/z--> 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
T e
6.20 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.05 23.92%
41.0 53.0 97.0 1170
79.0 ’
107.0
O T T T T T T T e T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13916: Benzene, 1,3,5-trifluoro-
132.0 6.20 6.40 6.60 6.80 7.00

m/z 69.10 15.45%

5000
63.0 81.0
310 50.0 ‘ 101.0 112.0 |
0 | | N

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086395.D

Aca On : 23 Apr 2016 17:29

Operator : UM/SJ

Sample : H2640-01

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 Tetradecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.32 2.08 ng 151923 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Heptadecane 240 C17H36 000629-78-7 87

Abundance Scan 720 (10.316 min): BF086395.D (-718) (-) m/z 57.10 100.00%

51.1

5000

é

10.00 10.20 10.40 10.60
m/z 43.10 67.01%

113.2 141.2 162.1

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55008: Tetradecane

g
o

5000 85.0 L L B I B
41.0 10.00 10.20 10.40 10.60
m/z 71.10 60.37%
oL15.0 J I, , 1130 1410 1690 1980
...,”..,.”.,...w....“...,.”.,...w....“...,.”.,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
A AR R R R L R
10.00 10.20 10.40 10.60
5000 85.0 m/z 85.15 45_.67%
41.0
141.0
0 22.0 113.0 169.0
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64575: Pentadecane AR e
57.0 10.00 10.20 10.40 10.60

m/z 41.10 27 .99%

5000
41,0

1 ‘\ [N 1130 1410 1690 212.0
oY ST S S O S o i aeacihibtniihath

m/z--> 20 40 60 80 100 120 140 160 180 200 10. 00 10. 20 10. 40 10 60

[e0]
a1
o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086395.D

Aca On : 23 Apr 2016 17:29

Operator : UM/SJ

Sample : H2640-01

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.97 2.70 ng 265496 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 81
2 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI103S 036155-87-0 50
3 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 47
4 Methvl diselenide 190 C2H6Se2 007101-31-7 43
5 Pyrazole-4-carboxaldehyde, 3-(4-... 190 C1OH7FN20 306936-57-2 40

Abundance Scan 865 (11.974 min): BF086395.D (-863) (-) m/z 190.10 100.00%
19p.1
5000
94.7
74.1 | 163.1 11.60 11.80 12.00 12.20
Ob ot e 220 130l 22278 1 T s77189.10  99.05%
m/z--> 40 60 8 100 120 140 160 180 200 220
Abundance #49339: 4H-Cyclopenta[def]phenanthrene
190.0
5000
11.60 11.80 12.00 12.20
95.0 m/z 192_.20 42 _.38%
ol 40.0 630 | 111.0 1370 1630
m/z--> 40 60 50 100 120 140 1éo 180 200 220
Abundance
190.0
450 146.0
11.60 11.80 12.00 12.20
5000 82.0 m/z 191.10 35.50%
117.0
65.0 5.0 162.0
e S S L B B L L L RS R
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #49127: 2,3,5,6-Tetramethylterephthalaldehyde
39.0 190.0 11.60 11.80 12.00 12.20
m/z 94.70 24 .84%
5000 115.0 133.0 161.0
ol it H \‘HIH I\H\ .H...|‘...‘.|..‘..|....|.... R EEEEmas ma s
m/z--> 140 160 180 200 220 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086395.D

Aca On : 23 Apr 2016 17:29

Operator : UM/SJ

Sample : H2640-01

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 Nonadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.45 2.64 ng 259944 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 83
2 Tetracosane 338 C24H50 000646-31-1 83
3 Tetradecane 198 C14H30 000629-59-4 83
4 Heptacosane 380 C27H56 000593-49-7 83
5 Dodecane 170 C12H26 000112-40-3 83
Abundance Scan 907 (12.454 min): BF086395.D (-904) (-) m/z 57.10 100.00%
5%.1
5000
12.20 12.40 12.60 12.80
Obrrrrrrefhrl 25432811 m/z 71.10 71.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #99477: Nonadecane
57.0
5000 85.0 R o R EREE s
nmnmnmnm
29.0 m/z 43.10 64 .76%
0 \‘. ‘\ ‘ H (| A 11? 0 141 0 169 O 197 0 225 0 268 0
m/z--> 2'0 4'0 6|O 80 100 12'0 14'10 1('30 180 200 220 240 260 280 3(')0 32'0 34'10
Abundance
57.0
1220 12140 12.60 12.80
5000 85.0 m/z 85.15 50.40%
29.0
o 113.0 141.0 169.0 197.0 225.0 253.0 281.0 309.0 338.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #55007: Tetradecane A maR TS S
57.0 12.20 12.40 12.60 12.80
m/z 41.10 29.22%
5000 85.0
29.0
o t‘ | \1143 0 141.0169.0 198 0
iz 38 4 68 B0 106 130 140 150 180 300 230 250 560 280 300 330 340 1220 12140 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086395.D

Aca On : 23 Apr 2016 17:29

Operator : UM/SJ

Sample : H2640-01

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 Heneicosane, 1l1-decyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.53 3.73 ng 341161 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. l1ll-decvl- 437 C31H64 055320-06-4 86
2 Hexadecane 226 C16H34 000544-76-3 83
3 Octacosane 394 C28H58 000630-02-4 83
4 Tetratetracontane 619 C44H90 007098-22-8 81
5 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 74
Abundance Scan 1001 (13.528 min): BF086395.D (-998) (-) m/z 57.10 100.00%
51.1
5000 Vvv,AAVJM,_A,j{«J\«~\JA\J”*
99.2 RN BN SRR SRR
230.2 13.20 13.40 13.60 13.80
155.2
o Ak .1.“.' oo la | 28823%04 0 "m/z 71.10  75.65%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #162745: Heneicosane, 11-decyl-
57.0
5000 B UL UL UL UL
13.20 13.40 13.60 13.80
295.0 m/z 43.10 58.72%
99.0
Jsd ||| ] | 1410 1830 2250 a0 435.0
mz-> 0 éo 100 150 200 250 300 350 400
Abundance
57.0
13.20 13.40 13.60 13.80
5000 m/z 85.15 57.90%
99.0
141.0 1830 226.0
ok =17
mz-> 0 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane B B e
57.0 13.20 13.40 13.60 13.80
m/z 55.10 26 .56%
o M
99.0
0 ‘ ‘ | , 1410 183.0 2250 281.0 337.0 394.0
mz-> 0 % 100 @ 200 250 300 350 400 ' 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086395.D

Aca On : 23 Apr 2016 17:29

Operator : UM/SJ

Sample : H2640-01

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 11 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.85 6.49 ng 594386 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Tritetracontane 605 C43H88 007098-21-7 87
3 Heptadecane 240 C17H36 000629-78-7 70
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 70
5 Octadecane 254 C18H38 000593-45-3 62
Abundance Scan 1029 (13.848 min): BF086395.D (-1027) (-) m/z 57.10 100.00%
57.1
5000 JLM
230.2 "' 13.60 13.80 14.00 14.20
Ol e ...]i.l.-..,l??.?,.... 2822 3401 e M/Z 43.10  67.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107655: Eicosane
57.0
5000 LN BRI BULELLE UL B

13.60 13.80 14.00 14.20
m/z 71.15 66.21%

o I, ]ﬂ “ “ ‘1690 2250 2820
“'w' - T e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
R N IER S S
13.60 13.80 14.00 14.20
5000 m/z 85.20 47 .10%
111.0 169.0
o 225.0 281.0 337.0 393.0 463.0 519.0 575.0
T T [ T T T e T T T [ T T
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #82608: Heptadecane R AR RRRES T
57.0 13.60 13.80 14.00 14.20
m/z 55.10 33.25%
o J 13.0 169.0 240.0
e e e e e e e e R N IER S S
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 13. 60 13. 80 14. OO 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086395.D

Aca On : 23 Apr 2016 17:29

Operator : UM/SJ

Sample : H2640-01

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 Tetracosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .17 3.34 ng 305418 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Nonacosane 408 C29H60 000630-03-5 91
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91
Abundance Scan 1057 (14.168 min): BF086395.D (-1055) (-) m/z 57.10 100.00%
57.1
85.2
5000

a 2169 2 o422 13.80 14.00 14.20 14.40
|- l ALk lll L, fl L 21122950 28123098 3852 | hnyz  71.20  75.29%

m/z--> 50 100 150 200 250 300 350
Abundance #136480: Tetracosane
57.0
85.0
5000 LA L L L L L LB L L B

13.80 14.00 14.20 14.40
‘ m/z 43.10 60.38%
|

Ll \ﬁ 0141.0169.0197.0225.0253.0281.0300.0333.0

ol RO bt S G
miz--> 50 150 200 250 300 350
Abundance
57.0
.
5.0 13.80 14.00 14.20 14.40
5000 m/z 85.15 56.41%
29.0 113.0
0 141.0169.0197.0225.0253.0 296.0
e
miz--> 50 100 150 200 250 300 350
Abundance #91035: Octadecane R e EEaE L
57.0 13.80 14.00 14.20 14.40
m/z 55.10 23.63%
5000 85.0
29.0
. “|J‘EB%MMQMWM%WMO
e .
miz--> 50 100 150 200 250 300 350 1380 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086395.D

Aca On : 23 Apr 2016 17:29

Operator : UM/SJ

Sample : H2640-01

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 Heneicosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.47 3.66ng 335119  Chrysene-d12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Heneicosane 206 C21H44 000629-94-7 95

2 Docosane. 11-butvl- 366 C26H54 013475-76-8 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Docosane. 9-butvl- 366 C26H54 055282-14-9 87
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 1083 (14.465 min): BF086395.D (-1081) (-) m/z 57.10 100.00%
57.1
] jggjz 4121741 223 21?3073 3533 3073 1420 14.40 1460 1480 _
ol b g 22 1AL 2oy A 8078 3933 T3 msz 71.20 66.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57.0
5000 LA L L L L L L L L
14.20 14.40 14.60 14.80
99.0 m/z 43.10 63.95%
o 2700 | | 1) 1410 1830 2250 26602960
L B e e e R e e o
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
A R B
14.20 14.40 14.60 14.80
5000 m/z 85.20 48.92%
99.0
0 141.0471 0 2100 2530 3090 3660
e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #82608: Heptadecane Al EEma s B
57.0 14.20 14.40 14.60 14.80
m/z 41.10 23.42%
2000 \J_/\ﬂr\j\\r"\/\/\/“
99.0
oL 270 Iy JI | 1410 1830 240.0
e ittt A R B
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF042216.M Mon Apr 25 14:30:35 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086395.D

Aca On : 23 Apr 2016 17:29

Operator : UM/SJ

Sample : H2640-01

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 14 Pentadecane, 8-heptyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.77 11.96 ng 368906 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Nonacosane 408 C29H60 000630-03-5 87
5 Nonadecane 268 C19H40 000629-92-5 87

Abundance Scan 1110 (14.774 min): BF086395.D (-1107) (-) m/z 57.10 100.00%
51.1
5000
e 1430 140 1480 1500
41. 2 217.2 253 2 - - : .
ol || L5 183221722902 2052 3344 3822 ng g0 50 79 74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #123100: Pentadecane, 8-heptyl-
57.0
5000 U B B BRI UL
Mmmmmmmm
m/z 43.10 61.50%
99.0 210.0
oL 270 ‘ Lol 14101760°7" 2400  309.0
m/z--> 50 160 150 260 250 360 350 400
Abundance
57.0
14.40 14.60 14.80 15.00
5000 m/z 85.20 59.81%
99.0
oL 270 momw2%0%m3wo%m
m/z--> 55 160 1éo 200 250 360 3éo 400
Abundance #115570: Heneicosane e R
57.0 14.40 14.60 14.80 15.00
m/z 41.10 22.14%
5000
99.0
. 27‘0‘ 1 J | 110 1830 2250 296.0
m/z--> 50 100 1éo 200 250 360 350 400 14.40 1460 1480 1500 '

8270-BF042216.M Mon Apr 25 14:30:35 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086395.D

Aca On : 23 Apr 2016 17:29

Operator : UM/SJ

Sample : H2640-01

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 28-Nor-17.alpha.(H)-hopane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.08 14.78 ng 455060  Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 28-Nor-17.alpha.(H)-hopane 308 C20H50 053584-60-4 72

2 Anthracene. 9-cvclohexvltetradec... 274 C20H34 055255-70-4 50
3 Pvridol3.4-dlpvridazin-1(2H)-one... 191 C8HON50 1000263-69-7 35
4 5-(l1l-1sopropenvl-4_.5-dimethvlbic... 332 C22H3602 1000195-69-8 35
5 BH-Benzo[def]carbazole 191 C14HSN 000203-65-6 27
Abundance Scan 1224 (16.077 min): BF086395.D (-1222) (-) m/z 191.20 100.00%
191.2
95.1
5000
55.1
35.2 264.2 '15.80 16.00 16,20 16.40
: 383.4 429.4 : : : -
o 2341 305.:3337.3 m/z 95.10 62.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #156126: 28-Nor-17.alpha.(H)-hopane
191.0
5000 L S UL UL B
109.0 15.80 16.00 16.20 16.40
49.0 m/z 81.10 46.84%
m
0...|....H‘.‘.“.”‘.k.\.‘.l‘l‘.‘...‘ll...|....|....‘|....|
m/z--> 50 100 150 200 250 300 350 400
Abundance
95.0
41.0 191.0 S
15.80 16.00 16.20 16.40
5000 m/z 177.20 44 _87%
135.0 274.0
e L B ,,,,??%9 U DN DRI UL
m/z--> 50 100 150 200 250 300 350 400
Abundance #49978: Pyrido[3,4-d]pyridazin-1(2H)-one, 4,5-diamino-7-me... T
191.0 15.80 16.00 16.20 16.40
420 m/z 109.10 42 _.79%
5000 91.0
133.0
0 JH”*'AI“"'I""I""I""I""I""I R DA SRR BN L
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042216\
Data File : BF086395.D

Acq On : 23 Apr 2016 17:29

Operator : UM/SJ

Sample : H2640-01

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042216_.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]
3-Penten-2-one, 4... 4.35 4.0 ng 238093 1 6.84 1196250 20.0
2-Pentanone, 4-hy... 5.01 24.5 ng 1466050 1 6.84 1196250 20.0
unknown6 .61 6.61 64.4 ng 3853490 1 6.84 1196250 20.0
Tetradecane 10.32 2.1 ng 151923 3 9.88 1462230 20.0
4H-Cyclopenta[def... 11.97 2.7 ng 265496 4 11.36 1967140 20.0
Nonadecane 12.45 2.6 ng 259944 4 11.36 1967140 20.0
Heneicosane, 11-d... 13.53 3.7 ng 341161 5 14.00 1831310 20.0
Eicosane 13.85 6.5 ng 594386 5 14.00 1831310 20.0
Tetracosane 14.17 3.3 ng 305418 5 14.00 1831310 20.0
Heneicosane 14 .47 3.7 ng 335119 5 14.00 1831310 20.0
Pentadecane, 8-he... 14.77 12.0 ng 368906 6 15.41 616812 20.0
28-Nor-17.alpha.(... 16.08 14.8 ng 455960 6 15.41 616812 20.0
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