LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091225.D

Aca On : 17 Nov 2016 21:10

Operator : UM/SJ

Sample : H5681-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF110316.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.738 264 267 278 rBV 270584 438416 8.83% 1.056%
2 5.196 305 307 322 rBVY 1492038 1902477 38.30% 4.584%
3 6.270 399 401 409 rBV2 840568 1454368 29.28% 3.505%
4 6.384 409 411 419 rVB 3332478 3486828 70.19% 8.402%
5 6.613 429 431 437 rBV 774140 1025693 20.65% 2.472%
6 6.773 442 445 453 rVB 3038072 2935160 59.09% 7.073%
7 7.059 466 470 476 rvVB2 43939 89029 1.79% 0.215%
8 7.196 479 482 484 rBV 2140158 2581806 51.97% 6.221%
9 7.790 530 534 535 rBV2 26037 55815 1.12% 0.134%
10 7.824 535 537 542 rBV 78273 101897 2.05% 0.246%

11 7.904 542 544 547 rBV 1404295 1401558 28.21% 3.377%
12 8.076 5565 559 562 rBv4 18601 54881 1.10% 0.132%
13 8.144 562 565 566 rBvV 168318 195684 3.94% 0.472%
14 8.179 566 568 573 rvB2 113260 224494 4._.52% 0.541%
15 8.305 577 579 581 rvv2 38060 56424 1.14% 0.136%

16 8.876 626 629 631 rBv2 68066 101828 2.05% 0.245%
17 8.922 631 633 636 rBv2 50550 73401 1.48% 0.177%
18 8.990 636 639 641 rBY 5110831 4967686 100.00% 11.971%
19 9.390 672 674 676 rBvV 199070 208694 4._.20% 0.503%
20 9.436 676 678 681 rvv 1357759 1323514 26.64% 3.189%

21 9.482 681 682 684 rVB 75312 74752 1.50% 0.180%
22 9.596 690 692 695 rBv2 71750 122862 2.47% 0.296%
23 9.653 695 697 700 rvVB 1467480 1865023 37.54% 4._.494%
24 9.973 723 725 728 rVB3 35943 69141 1.39% 0.167%
25 10.110 730 737 742 rVV3 100643 288659 5.81% 0.696%

26 10.328 754 756 759 rVB3 69646 90807 1.83% 0.219%
27 10.396 759 762 764 rBv4 140535 246147 4_95% 0.593%
28 10.453 764 767 769 rBV 3121735 3510996 70.68% 8.460%
29 10.579 775 778 781 rVB 186717 230939 4._.65% 0.556%
30 10.670 785 786 791 rVB5 34201 52343 1.05% 0.126%

31 10.785 793 796 799 rBV 500875 568657 11.45% 1.370%
32 11.025 814 817 818 rBv2 182025 198708 4._00% 0.479%
33 11.048 818 819 821 rvB2 66821 80645 1.62% 0.194%
34 11.139 824 827 829 rBV 1909601 1737159 34.97% 4.186%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091225.D

Aca On : 17 Nov 2016 21:10

Operator : UM/SJ

Sample : H5681-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.333 841 844 847 rBvV2 128627 179913 3.62% 0.434%

36 11.448 852 854 857 rBVvV2 97087 103142 2.08% 0.249%
37 11.688 873 875 881 rBv3 159284 373905 7.53% 0.901%

38 11.859 888 890 891 rBvV 45915 60476 1.22% 0.146%
39 11.951 896 898 899 rBvV2 95178 114039 2.30% 0.275%
40 12.476 943 944 946 rBV2 48971 64558 1.30% 0.156%

41 12.614 955 0956 961 rBV2 56953 113197 2.28% 0.273%
42 12.728 963 966 968 rBV 4698219 4577395 92.14% 11.030%
43 12.831 973 975 977 rvv2 90835 176755 3.56% 0.426%
44 12.876 977 979 980 rvVv 83589 118009 2.38% 0.284%
45 12.968 983 987 989 rBV3 92649 210662 4.24% 0.508%

46 13.014 989 991 993 rVB 105123 130595 2.63% 0.315%
47 13.299 1014 1016 1018 rBV2 125415 182702 3.68% 0.440%
48 13.631 1043 1045 1052 rVB 179590 335526 6.75% 0.809%
49 13.768 1055 1057 1061 rVB 1100030 1205766 24.27% 2.906%
50 14.259 1098 1100 1104 rVB 70003 131037 2.64% 0.316%

51 14.419 1112 1114 1116 rBV 78463 123024 2.48% 0.296%
52 14.614 1130 1131 1133 rBV2 72872 87307 1.76% 0.210%
53 14.854 1149 1152 1154 rBV 81762 113075 2.28% 0.272%
54 15.139 1175 1177 1192 rVB 755470 1090359 21.95% 2.627%

55 15.551 1210 1213 1215 rBvV 53940 75069 1.51% 0.181%

56 15.894 1240 1243 1246 rVB5 30427 61846 1.24% 0.149%

57 16.877 1326 1329 1335 rVB7 22409 54061 1.09% 0.130%
Sum of corrected areas: 41498909
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091225.D

Aca On : 17 Nov 2016 21:10

Operator : UM/SJ

Sample : H5681-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

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

Abundance TIC: BF091225.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091225.D

Aca On : 17 Nov 2016 21:10

Operator : UM/SJ

Sample : H5681-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
474 855ng 438416  1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 64

000540-88-5 39
001116-98-9 32

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 267 (4.738 min): BF091225.D (-264) (-) m/z 43.10 100.00%

43
59
5000

101 o RRRR R ]
440 4.60 4.80 5.00
83
o...,....,....,....-,'::..‘??.':I,...‘??....,.-...,...:,....,....,....,....,...., m/z 59.10 59.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 TT[T I T[T rrprrrrrrrr1
440 4.60 4.80 5.00
59 m/z 101.10 20.40%
101
21 34 | 51 ‘ 67 8 91
Ol e A T e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43

57 4.40 4.60 4.80 5.00
5000 m/z 58.10 17.90%

29 101
o 15 73 83
g
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance : i i i

#18224: Acetic acid, cyano-, 1,1-dimethylethy! ester
59 4.40 4.60 4.80 5.00

m/z 41.10 8.55%

5000 41

68
|| s0 126 142
0...,....,....,....,....,....,....,....,....,....,....,....,....,....,....I

m/z-->

10 20 30 40 50 60 70 80 90 100 110 120 130 140

4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091225.D

Aca On : 17 Nov 2016 21:10

Operator : UM/SJ

Sample : H5681-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.38 Concentration Rank 1

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

6.38 67.99 ng 3486830 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 411 (6.384 min): BF091225.D (-409) (-) m/z 132.00 100.00%
132
5000 68
40 54 % J 6.00 6.0 6.40 6.60 6.80
0 g8 lwewr W w/z 68.10  44.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 T T T T T T T T T T T
6.00 620 6.40 6.60 6.80
2 51 m/z 134.00 33.10%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.00 6.0 6.40 6.60 6.80
5000 m/z 66.10 28.40%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl L LA A B e i
57 132 6.00 620 6.40 6.60 6.80
24 m/z 69.10 17.98%
5000 og 116
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??.
m/z--> 20 40 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80

8270-BF110316.-M Fri Nov 18 15:37:39 2016 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091225.D

Aca On : 17 Nov 2016 21:10

Operator : UM/SJ

Sample : H5681-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 4 2-Propanol, 1-[1-methyl-2-(... Concentration Rank 12

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

8.14 2.79 ng 195684 Naphthalene-d8 7.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-Il1-methvl-2-(2-pro... 174 C9H1803 055956-25-7 83
2 1-Propanol. 2-(2-hvdroxvbropoxv)- 134 C6H1403 000106-62-7 72
3 2-Pentanol. 2.3-dimethvl- 116 C7H160 004911-70-0 59
4 Methane. diethoxv- 104 C5H1202 000462-95-3 56
5 Hexaethylene glycol dimethyl ether 310 C14H3007 001072-40-8 56

Abundance Scan 565 (8.144 min): BF091225.D (-562) (-) m/z 59.10 100.00%

59
5000
103
41

7.80 8.00 8.20 8.40

71 86
bl M 7L 86 | 115126 16 m/z 103.10 22.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39173: 2-Propanol, 1-[1-methyl-2-(2-propenyloxy)ethoxy]-
59
5000 41 LI L L L L LB BB |
103 7.80 8.00 8.20 8.40
31 m/z 41.10 14 .90%
oL 15 M\ Ll 7 s 117 129 143 159 174
T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
59
e EmmaE
7.80 8.00 8.20 8.40
5000 m/z 57.10 13.96%
31 45 103
75 89
ot ey
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8143: 2-Pentanol, 2,3-dimethyl- o B e
59 7.80 8.00 8.20 8.40
m/z 45.10 11.22%
5000
3 101
oLl JM‘..‘NQ 2 F?. S A A s Ml
m/z--> 20 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091225.D

Aca On : 17 Nov 2016 21:10

Operator : UM/SJ

Sample : H5681-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 5 unknown8.18 Concentration Rank 8

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

8.18 3.20 ng 224494 Naphthalene-d8 7.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanol. 3-methoxv- 104 C5H1202 053778-72-6 38
2 2-Propanol. l-methoxv-2-methvl- 104 C5H1202 003587-64-2 38
3 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 37
4 2-Propanol. 1.1°"-T(1-methvl-1.2-_... 192 C9H2004 001638-16-0 33
5 Acetic acid, 3-methoxy-2-butyl e... 146 C7H1403 1000151-29-7 27

Abundance Scan 568 (8.179 min): BF091225.D (-566) (-) m/z 59.10 100.00%
59
5000 45 101
84 | 7.80 8.00 8.20 8.40 8.60
71 116 : : : : :
o I | ST R - ORI -1 S By 2y T R WY1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4657: 2-Butanol, 3-methoxy-
59
5000 B SAESSRABERRAE B

7.80 8.00 8.20 8.40 8.60
m/z 45.10 43.93%

W\ H 3 8 1

O e T T e T e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
59
R R ENEEEEE n )
7.80 8.00 8.20 8.40 8.60
5000 m/z 101.10 36.05%
81 45 8
15
o 104
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59 7.80 8.00 8.20 8.40 8.60
m/z 41.10 27 .65%
5000
41
o Lll.so Jl 73 86 |
(0 R L o L o B B L R R RN RARRS RS eanss e B e e R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.80 8.00 820 840 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091225.D

Aca On : 17 Nov 2016 21:10

Operator : UM/SJ

Sample : H5681-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 6 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.11 3.10 ng 288659 Acenaphthene-d10 9.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 80
2 Tetradecane 198 C14H30 000629-59-4 74
3 Pentadecane 212 C15H32 000629-62-9 72
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 72
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 64
Abundance Scan 737 (10.110 min): BF091225.D (-730) (-) m/z 57.10 100.00%
g7
43 1
5000 85
| % 115 134 151 10717 550 10100 1020 1040
A BRSS N Y T P ot i o i m/z 71.10 70.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82608: Heptadecane
57
43 7
85
5000 AR SRR SRR BARRE

9. 80 10. OO 10 20 10.40

29 99 m/z 43.10 62.93%
113
AEC | PP127 141155 169 183197 211 240
el e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 S
71 9.80 10.00 10.20 10.40
5000 85 m/z 85.10 46.37%
29
oL 15 99 113127 141 155 169 198
e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64575: Pentadecane Al B Bama S S
57 9.80 10.00 10.20 10.40
43 m/z 41.10 29.22%
71
5000 g5
29 99
ol “ i | 1181271411565 169 183 212
o B T S R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091225.D

Aca On : 17 Nov 2016 21:10

Operator : UM/SJ

Sample : H5681-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 7 Benzenemethanol, 3,4,5-trim... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.40 2.64 ng 246147 Acenaphthene-d10 9.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenemethanol. 3.4.5-trimethoxy- 198 C10H1404 003840-31-1 98
2 2.3.4-Trimethoxvbenzvl alcohol 198 C10H1404 071989-96-3 83
3 Benzoic acid. 4-hvdroxv-3.5-dime... 198 C9H1005 000530-57-4 55
4 (5-Nitro-2-oxo0-2.3-dihvdro-4-pvr... 198 C6H6N404 089530-86-9 43
5 3-Hydroxy-4,5-dimethoxybenzoic acid 198 C9H1005 001916-08-1 43
Abundance Scan 762 (10.396 min): BF091225.D (-759) (-) A m/z 198.10 100.00%
198
127
5000
10,00 10.20 10.40 10.60 10.80
0 m/z 127.10 63.34%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #54412: Benzenemethanol, 3,4,5-trimethoxy-
198
5000 LIRS B BRI B
127 10.00 10.20 10.40 10.60 10.80
95 183 m/z 95.10 47 .18%
15 28 3? 53 65 77 11 || 140 1?5 169 “
0 —T I\lmllw ||“=‘| IM\I\II\\III\;\ |;M|| l‘lllmll‘l‘l |‘|‘|| wIII= —T
m/z--> ﬁo Jo 65 86 160 150 1&0 1éo 1éo 260
Abundance
198
10,00 10.20 10.40 10.60 10.80
5000 9% m/z 43.10 29.23%
15 39 77
29 53 65 107 139 153
G L U L L L L (LS LI WL W
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #55311: Benzoic acid, 4-hydroxy-3,5-dimethoxy- R ERmEE B
198 10.00 10.20 10.40 10.60 10.80
m/z 183.00 26.49%
5000
0o 127 183
pP 9 ® o T Jw o |
0... ....‘..‘.“. .“...‘...‘.‘..‘l.‘....“..ﬁ‘.....‘l.....
m/z--> 2'0 4'0 6|0 8IO 1(')0 12'0 14'10 1éo 1éo 2(')0 10.00 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091225.D

Aca On : 17 Nov 2016 21:10

Operator : UM/SJ

Sample : H5681-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 8 Pentadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.58 2.66 ng 230939 Phenanthrene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 80
2 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 80
3 Octacosane 394 C28H58 000630-02-4 72
4 Heptacosane 380 C27H56 000593-49-7 64
5 Tridecane 184 C13H28 000629-50-5 64
Abundance Scan 778 (10.579 min): BF091225.D (-775) (-) m/z 57.10 100.00%
57
5000 85
| e 1020 1040 1060 10.80
B .-I.L.l.f"ﬁ s | W/Z 43.10  74.39%
m/z--> 50 100 150 200 250 300 350
Abundance #64575: Pentadecane
57
5000 USRS SN SN B
85 10.20 10.40 10.60 10.80
29 m/z 71.10 74.18%
ol Ly L) 8141 160 212
m/z--> 55 160 1%0 260 250 360 3éo '
Abundance
57
10,20 10.40 10.60 10.80
5000 - m/z 85.10 47 .20%
29 141
0 113 169
m/z--> 55 160 1%0 260 250 360 3éo '
Abundance #155178: Octacosane B EEE e e
57 10.20 10.40 10.60 10.80
m/z 41.10 27 .90%
5000 85
29
ol ] 113 141 169 197 225 253 281 309 337 365 394
LRI IR WU SR UL SRR SRR SRR USRS SN SUNRE B
m/z--> 50 100 150 200 250 300 350 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091225.D

Aca On : 17 Nov 2016 21:10

Operator : UM/SJ

Sample : H5681-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 9 3,6,9,12,15-Pentaoxanonadec... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.78 6.55 ng 568657 Phenanthrene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.6.9.12.15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 87
2 3.6.9.12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 87
3 Ethanol. 2-T2-(2-butoxvethoxv)et... 206 C10H2204 000143-22-6 78
4 Ethanol. 2.2"-Toxvbis(2.1l-ethane... 194 C8H1805 000112-60-7 72
5 Hexagol 282 C12H2607 002615-15-8 72
Abundance Scan 796 (10.785 min): BF091225.D (-793) (-) m/z 45.10 100.00%
45
5000 57 A&v‘
101 10.40 10.60 10.80 11.00
) S IL . 117 133145 163175 189 207 m/z 57.10 49_.33%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #114007: 3,6,9,12,15-Pentaoxanonadecan-1-ol
45
5000 AR DU AL R B
57 89 mmmmmmnm
m/z 89.05 36.68%
0 H‘ H“ H H\ \“ ‘\ 117 133145 163175
m/z--> ' ' eb 80 100 150 150 1éo 180 260 250
Abundance
45
10.40 10.60 10.80 11.00
5000 57 m/z 41.10 17.26%
29 i 101
o S 119 133144 163175188 207 220
m/z--> ﬁo Jo 65 éo 160 150 150 160 180 200 250
Abundance #59729: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]- A EEREE R
45 10.40 10.60 10.80 11.00
m/z 59.10 15.97%
5000 o7
29 75 89
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1040 1060 1080 1100
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091225.D

Aca On : 17 Nov 2016 21:10

Operator : UM/SJ

Sample : H5681-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 10 unknownl1l1l.02 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.02 2.29 ng 198708 Phenanthrene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 46
2 Eicosane 282 C20H42 000112-95-8 43
3 Hexadecane 226 C16H34 000544-76-3 43
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 38
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 38
Abundance Scan 817 (11.025 min): BF091225.D (-814) (-) m/z 57.10 100.00%
57
5000 a5
| 2| o 080 1100 1170 1140
178 277 : : : :
ob S b fod OB L 2P 28 AT m/z 71.10  63.75%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57
5000 AR SO SURIR I
85 10.80 11.00 11.20 11.40
m/z 43.10 58.37%
o 290 | || 113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
10,80 11.00 11.20 11.40
5000 m/z 41.10 37 .58%
85
29
o 113 141 169 197 225 253 282
m/z--> 50 100 150 200 250 300 350
Abundance #73965: Hexadecane R B EREE R
57 10.80 11.00 11.20 11.40
m/z 85.10 36.13%
5000
85
29
0 ‘\w L J 113 141 169 197 226
m/z--> 50 100 150 200 250 300 350 10,80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091225.D

Aca On : 17 Nov 2016 21:10

Operator : UM/SJ

Sample : H5681-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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 Caffeine

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
11.33 2.07 ng 179913 Phenanthrene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Caffeine 194 C8H10N402 000058-08-2 98
2 1.4-Dimethvl-4.5.7.8-tetrahvdroi... 194 C8H10N402 130063-15-9 43
3 Benzenamine. N.N"-methanetetravl... 194 C13H10N2 000622-16-2 27
4 1.3-Dioxolane. 2-(4-nitrophenvl)- 195 C9H9NO4 002403-53-4 27
5 9-Acridinamine 194 C13H10N2 000090-45-9 25

Abundance Scan 844 (11.333 min): BF091225.D (-841) (-) m/z 194.00 100.00%
109
67
55
5000 82
42 136 165 11.00 11.20 11.40 11.60
94 - - - -
ol ey M9 8Ll Tw/z 109.10  65.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52320: Caffeine
194
109
5000 67 LR BURRRE LI BN B
55 82 11.00 11.20 11.40 11.60
4 m/z 67.10 49.91%
0 1‘5 2‘8 H‘ Jll] Ly \‘ 9\4 | 122 136 150 165 179 M
m/z--> 20 40 60 8 100 120 150 1éo 180 200
Abundance
194
11,00 11.20 11.40 11.60 |
5000 m/z 55.10 44 _95%
138 165
109
67
i 55 82 o 123 151 vvxxﬂk\ﬁv«\m\ﬁ\\AWFppAﬂkv\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #51949: Benzenamine, N,N-methanetetraylbis- T
194 11.00 11.20 11.40 11.60
m/z 82.10 36.14%
5000 77
51 91
0 28 39 w ?f I ‘ 103 119759 143154 166 178
m/z--> 20 40 60 85 160 150 140 160 180 200 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091225.D

Aca On : 17 Nov 2016 21:10

Operator : UM/SJ

Sample : H5681-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 12 unknownll.69 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.69 4_.30 ng 373905 Phenanthrene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-Cvclooct-4-envlacetamide 167 C1O0H17NO 170952-69-9 42
2 Nonanoic acid 158 C9H1802 000112-05-0 35
3 .alpha.-D-Glucopvranoside. .alph... 342 C12H22011 000099-20-7 35
4 Methvl 2.6-anhvdro-.alpha.-d-alt... 176 C7H1205 1000130-02-0 22
5 Dodecane 170 C12H26 000112-40-3 11
Abundance Scan 875 (11.688 min): BF091225.D (-873) (-) m/z 73.05 100.00%
43
5000 \_AA_J\_A“__NA\\_\\Nﬂkdxﬁ,,
| 143 157 171185 1gg 213 11.40 1160 11.80 12,00
 — m/z 43.10 98.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33929: N-Cyclooct-4-enylacetamide
43
167
5000 124 L B B U UL
1140 11.60 11.80 12.00
28 ‘ ‘ 13012 m/z 60.10 84.320%
Ollwﬂﬂlm d\whhHMM
m/z--> 20 40 100 120 140 160 180 200 220
Abundance
60
& DR DN N BN U
11.40 11.60 11.80 12.00
5000 m/z 57.10 77.55%
41
29 og 115129
ol 17 85 141 158
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #137744: .alpha.-D-Glucopyranoside, .alpha.-D-glucopyranosy! e e
73 11.40 11.60 11.80 12.00
0 m/z 55.10 68.32%
85
97
146
oL 18 \H W|.“‘.“..h|”‘...‘k1.%.6"...‘...1(‘3:3.......l....l..2.3.5|. SN
m/z--> 80 100 120 140 160 180 200 220 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091225.D

Aca On : 17 Nov 2016 21:10

Operator : UM/SJ

Sample : H5681-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 13 Ethanol, 2-[2-[4-(1,1,3,3-t... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.83 2.93 ng 176755 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-T2-T4-(1.1.3.3-tetram... 294 C18H3003 002315-61-9 80
2 9-Acridinecarboxvlic acid 223 C14H9NO2 005336-90-3 38
3 Malonodinitrile. 2-(3-dimethvlam... 223 C14H13N3 065996-13-6 38
4 Tricvclol3.3.3.0(1.5)Tundec-6-en... 223 C14H13N3 118894-71-6 38
5 Ethyl 3-[3-amino-5-methoxyphenyl... 223 C12H17NO3 1000213-27-3 38
Abundance Scan 975 (12.831 min): BF091225.D (-973) (-) m/z 223.10 100.00%
23
135
5000
> 107
91 12.60 12.80 13.00 13.20
77 121 | 149 209 | 237
0 ...,'|.|..'.‘,3.3...-,..-'.~.,.'-..-.-',J...-'!,....,..1.??.1.9.1.,.... e e Tm/z 135.10  71.14%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #114288: Ethanol, 2-[2-[4-(1,1,3,3-tetramethylbutyl)phenox...
1.3
135
5000 RN U SRR SN R
12.60 12.80 13.00 13.20
m/z 45.10 24 .73%
45 -7 91 107
0 | 59 0771121 | 151 173187 205 242 279294
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
223
1260 12.80 13.00 13.20
5000 m/z 224.10 16.41%
167
151
Jeest 75es s 195
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71616: Malonodinitrile, 2-(3-dimethylamino-1-phenyl-2-pro...
223 12.60 12.80 13.00 13.20
m/z 107.10 14 _.47%
5000
0 R e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091225.D

Aca On : 17 Nov 2016 21:10

Operator : UM/SJ

Sample : H5681-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 14 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.97 3.49 ng 210662 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 51
2 Tetratetracontane 619 C44H90 007098-22-8 38
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 30
4 Octacosane 394 C28H58 000630-02-4 30
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 25
Abundance Scan 987 (12.968 min): BF091225.D (-983) (-) m/z 57.10 100.00%
57
237
5000
9 149 NSRS BN SR
196 12.60 12.80 13.00 13.20
Ot m/z 237.10 71.03%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #73963: Hexadecane
57
5000
12.60 12.80 13.00 13.20
% m/z 71.10 68.04%
0 H i \‘ | \:L‘}l 183 226
m/z--> 6 50 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance
57
12.60 12,80 13.00 13.20
5000 m/z 43.10 61.09%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

O R A e e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #142113: Heptadecane, 9-octyl- R e EEaE L
57 12.60 12.80 13.00 13.20
m/z 45.10 53.20%
5000
99
o | 141 183 239 559 393
e L B e A AR e Bamma s R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 12. 60 12. 80 13 00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091225.D

Aca On : 17 Nov 2016 21:10

Operator : UM/SJ

Sample : H5681-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 16 unknownl13.30 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.30 3.03 ng 182702 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 1.1"-Toxvbis(2.l1-ethaned... 218 C12H2603 000112-73-2 47
2 Butane. 1-(l1l-methvlpropoxv)- 130 C8H180 000999-65-5 27
3 Dodecane. 2.2.11.11-tetramethvl- 226 C16H34 127204-12-0 22
4 Nonane. 5-(2-methvlpropvI)- 184 C13H28 062185-53-9 22
5 Propane, 1-(ethenyloxy)-2-methyl- 100 C6H120 000109-53-5 22

Abundance Scan 1016 (13.299 min): BF091225.D (-1014) (-) m/z 57.10 100.00%

5000

153 199 13.00 13.20 13.40 13.60

174 227 253 299
0 281 m/z 45.10 62.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67974: Butane, 1,1'-[oxybis(2,1-ethanediyloxy)]bis-

13.00 13.20 13.40 13.60
m/z 56.10 59.24%

5000

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R R mma s e  RRaRE
13.00 13.20 13.40 13.60
5000 A m/z 85.10 53.39%
101
ol 26 73 130
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73993: Dodecane, 2,2,11,11-tetramethyl- e e e a maa
57 13.00 13.20 13.40 13.60
m/z 125.00 30.75%
5000
0 ‘\ | 8? 113 141 168 211
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 00 13. 20 13. 40 13 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091225.D

Aca On : 17 Nov 2016 21:10

Operator : UM/SJ

Sample : H5681-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 17 Heptafluorobutanoic acid, h... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.63 5.57 ng 335526 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 90
3 3-Octadecene. (E)- 252 C18H36 007206-19-1 87
4 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 87
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 87
Abundance Scan 1045 (13.631 min): BF091225.D (-1043) (-) m/z 57.10 100.00%
57
83

43 97

:

5000

125 R N IER S S
139153 172187 210 237252267281 13.40 13.60 13.80 14.00

01 m/z 83.10 78.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57
43

83

13.I4O 13!60 13.I80 14.I00
m/z 55.10 76.93%

5000

29 12

5
139154169 195210 238 Lo 283

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

%

43 57

83 R B A B
97 13.40 13.60 13.80 14.00

5000 m/z 69.10 71.28%
111

125
0 139153167181196 224

W@ﬁwﬁwﬁwﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89787: 3-Octadecene, (E)- R AR RRRES T
13.40 13.60 13.80 14.00

m/z 43.10 70.09%

29

%

97

5000

%

12

5
139154168182196210224 252

MMM
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091225.D

Aca On : 17 Nov 2016 21:10

Operator : UM/SJ

Sample : H5681-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 18 Heptacosane, l1-chloro- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.26 2.17 ng 131037 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane. l-chloro- 414 C27H55CI 062016-79-9 91
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Heptacosane 380 C27H56 000593-49-7 87
4 Tetratriacontane 479 C34H70 014167-59-0 86
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 80
Abundance Scan 1100 (14.259 min): BF091225.D (-1098) (-) m/z 57.10 100.00%
57
5000
i 1400 14.20 14.40 14.60
40 199 252 : : : :
Ol Il,”, e || M/z 71.10  76.57%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #159267: Heptacosane, 1-chloro-
57
5000 L S BN B UL
14.00 14.20 14.40 14.60
97 m/z 85.10 49_26%
0 \L | MHH 141 183217 273309343378 414
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
1400 14.20 14.40 14.60
5000 m/z 43.10 49_.06%
97
ol 26 (4 183215253 309 351 407 446477 533 575 618
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #151555: Heptacosane A EEEamE B
57 14.00 14.20 14.40 14.60
m/z 55.10 24 .67%
5000

99
26) ) 1) 141 183 225 267 309 380

e B M AR o e TR

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091225.D

Aca On : 17 Nov 2016 21:10

Operator : UM/SJ

Sample : H5681-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 19 unknownl4.42 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14 .42 2.04 ng 123024 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 46
2 Nonane. 4-methvl- 142 C10H22 017301-94-9 38
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 35
4 Tetradecane. 2-methvl- 212 C15H32 001560-95-8 35
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 35
Abundance Scan 1114 (14.419 min): BF091225.D (-1112) (-) m/z 57.10 100.00%
57
71

5000

14.00 14.20 14.40 14.60 14.80

190 907222 241

0 m/z 71.10 73.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107655: Eicosane
57
71
43 85
5000 [TTrr[rrrrprrrrprrrrpro1
14.00 14.20 14.40 14.60 14.80
99 m/z 70.10 66.76%
29 113127141
oL g 155169183107211225239253 282
REREEEEEEIESE “.W.H.P.”,”...”...” A BAREEEESIE LLS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
AR RERE R S
14.00 14.20 14.40 14.60 14.80
5000 71 m/z 85.10 49 .35%
98
29
o 112127142
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #114972: Dodecane, 1-iodo- A ERmaEmamEs R
57 14.00 14.20 14.40 14.60 14.80
71 m/z 261.10 42 .70%
s000] 43 85
29 99
R B R as I o e e R RaRRamEaEs Lo S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091225.D

Aca On : 17 Nov 2016 21:10

Operator : UM/SJ

Sample : H5681-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 20 Heneicosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.85 2.07 ng 113075 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Eicosane 282 C20H42 000112-95-8 90
Abundance Scan 1152 (14.854 min): BF091225.D (-1149) (-) m/z 57.10 100.00%
57
85 \/W
5000
B3 m ' 14.60 1480 15.00 15.20
169 239 : : : :
ol AL ha )T ae010 239 067 ms R e o
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57
85
5000 LI SIS UL SN B
mmmmmmmm
m/z 85.10 58.81%
29 113
0 \‘ Al ‘\ “\ ‘hw h‘ H‘ l 1?1\16‘9 197 225 253 296
m/z--> 55 160 1%0 260 2éo 360 3éo '
Abundance
57
' 14.60 1480 15.00 15.20
5000 a5 m/z 43.10 42 .14%
o—37 113 141 169 197 239 557 294 323 350 \J\\VAVN\AAJJ\\~wvﬁLVA_\~“
m/z--> 55 160 150 260 2éo 360 3éo '
Abundance #155177: Octacosane A BT B S
57 14.60 14.80 15.00 15.20
m/z 55.10 18.74%
5000 85 M\’\/\\P\/\/\,\A
29 113 141
0 | ﬂ 169 197 225 253 281 309 337 365 394
m/z--> 55 100 150 260 250 360 3éo ' 14%0 1480 1500 1520
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111716\
Data File : BF091225.D

Acq On : 17 Nov 2016 21:10

Operator : UM/SJ

Sample - H5681-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

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

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.74 8.6 ng 438416 1 6.61 1025690 20.0
unknown6 .38 6.38 68.0 ng 3486830 1 6.61 1025690 20.0
2-Propanol, 1-[1-... 8.14 2.8 ng 195684 2 7.90 1401560 20.0
unknown8.18 8.18 3.2 ng 224494 2 7.90 1401560 20.0
Heptadecane 10.11 3.1 ng 288659 3 9.65 1865020 20.0
Benzenemethanol, ... 10.40 2.6 ng 246147 3 9.65 1865020 20.0
Pentadecane 10.58 2.7 ng 230939 4 11.14 1737160 20.0
3,6,9,12,15-Penta... 10.78 6.5 ng 568657 4 11.14 1737160 20.0
unknown1l1.02 11.02 2.3 ng 198708 4 11.14 1737160 20.0
Caffeine 11.33 2.1 ng 179913 4 11.14 1737160 20.0
unknownll.69 11.69 4.3 ng 373905 4 11.14 1737160 20.0
Ethanol, 2-[2-[4-... 12.83 2.9 ng 176755 5 13.77 1205770 20.0
Hexadecane 12.97 3.5 ng 210662 5 13.77 1205770 20.0
unknown13.30 13.30 3.0 ng 182702 5 13.77 1205770 20.0
Heptafluorobutano... 13.63 5.6 ng 335526 5 13.77 1205770 20.0
Heptacosane, 1-ch... 14.26 2.2 ng 131037 5 13.77 1205770 20.0
unknownl14 .42 14.42 2.0 ng 123024 5 13.77 1205770 20.0
Heneicosane 14.85 2.1 ng 113075 6 15.14 1090360 20.0
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