LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087272.D

Aca On : 21 May 2016 14:55

Operator : UM/SJ

Sample : H3212-01

Misc :

ALS Vial : 43 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-BF051716.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 1.701 9 10 60 rvB 3683277 7613820 100.00% 18.996%
2 4.684 269 271 285 rBV 34222 93811 1.23% 0.234%
3 5.130 308 310 328 rBVY 1123415 1966892 25.83% 4_.907%
4 6.227 403 406 413 rBV 835750 1163917 15.29% 2.904%
5 6.330 413 415 426 rVB 3129359 3518998 46.22% 8.780%
6 6.559 433 435 440 rBV 644277 836021 10.98% 2.086%
7 6.707 446 448 451 rBVY 3029106 2837142 37.26% 7.078%
8 7.130 483 485 488 rBVY 2176096 2556387 33.58% 6.378%
9 7.839 545 547 550 rBV 855495 1020664 13.41% 2.546%
10 8.284 583 586 589 rBVY3 101314 230134 3.02% 0.574%

11 8.376 593 594 598 rBV3 63723 113084 1.49% 0.282%
12 8.467 598 602 604 rBV3 74351 187889 2.47% 0.469%

13 8.582 610 612 613 rBvV 56405 89171 1.17% 0.222%
14 8.730 623 625 626 rBvV 74414 93260 1.22% 0.233%
15 8.787 626 630 631 rvv2 53971 77764 1.02% 0.194%

16 8.822 631 633 635 rBv2 113718 107094 1.41% 0.267%
17 8.879 635 638 639 rBvV 99824 181673 2.39% 0.453%
18 8.925 639 642 644 rVV 4696660 4350222 57.14% 10.853%
19 8.982 644 647 651 rvv3 194219 298244 3.92% 0.744%
20 9.050 651 653 655 rBv3 74620 118224 1.55% 0.295%

21 9.290 672 674 675 rBV 508875 443500 5.82% 1.106%
22 9.325 675 677 681 rVB 362166 451422 5.93% 1.126%
23 9.462 685 689 690 rBv3 133498 361729 4._.75% 0.902%
24 9.496 690 692 694 rVB 307149 363432 4.77% 0.907%
25 9.530 694 695 696 rBvV 136093 140976 1.85% 0.352%

26 9.587 698 700 702 rvVB 1179796 1044032 13.71% 2.605%
27 9.748 712 714 715 rBV2 78994 107148 1.41% 0.267%
28 9.850 721 723 726 rVB3 131583 188987 2.48% 0.472%
29 9.908 726 728 730 rBv2 152902 247096 3.25% 0.616%
30 9.988 733 735 737 rBv2 185115 197533 2.59% 0.493%

31 10.033 737 739 741 rBV 217364 222442 2.92% 0.555%
32 10.250 756 758 760 rBV 177166 168322 2.21% 0.420%
33 10.388 767 770 772 rBV2 1773399 2585105 33.95% 6.450%
34 10.513 778 781 784 rVB 376399 505637 6.64% 1.262%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087272.D

Aca On : 21 May 2016 14:55

Operator : UM/SJ

Sample : H3212-01

Misc :

ALS Vial : 43 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-BF051716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.970 820 821 825 rVB 184102 288678 3.79% 0.720%

36 11.073 827 830 832 rBV 610759 930677 12.22% 2.322%
37 11.633 877 879 882 rBvV 137554 222853 2.93% 0.556%
38 12.411 945 947 952 rVB3 155568 280574 3.69% 0.700%
39 12.651 966 968 971 rBV 2711072 2513783 33.02% 6.272%
40 13.702 1057 1060 1062 rBV 473229 631915 8.30% 1.577%

41 14.525 1130 1132 1134 rVB 89949 88019 1.16% 0.220%
42 15.051 1176 1178 1183 rVB 544132 643197 8.45% 1.605%

Sum of corrected areas: 40081468
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087272.D

Aca On : 21 May 2016 14:55

Operator : UM/SJ

Sample : H3212-01

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF051716.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: BF087272.D

4000000 1.70
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TIC: BF087272.D

Time-->
Abundance

8|92

4000000
12.65

3000000

10.39

2000000

1000000

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF087272.D

4000000

3000000

2000000

13.70
1000000 15.05
14.53
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\BF052016\
Data File : BF087272.D

Aca On : 21 May 2016 14:55

Operator : UM/SJ

Sample : H3212-01

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 unknown6.33 Concentration Rank 2

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

6.33 84.18 ng 3519000 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 9
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 415 (6.330 min): BF087272.D (-413) (-) m/z 132.10 100.00%
132
5000 68
© sl T T8 ek om 6k
Ol ekl ALl ORll g 87 L S M5 Ml Tm/z 68.10  43.14%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IBENABERARBL AR SRR
6.00 6.20 6.40 6.60
78 m/z 134.10 32.99%
31 a4 ?T
0'P'”I”J“'h'P'”I”'H““'P'”I”'W'“'P'”I“'W‘”'P”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 640 6.60
5000 m/z 66.05 29.84%
33 am g7 105
51 60 70 78 g 115
O e e e e e e
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE R
132 6.00 6.20 6.40 6.60
m/z 69.10 18.20%
5000
92
65
0 27 3\9 ﬁ:‘l-‘ 58 I “ 7Z | 135 117
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087272.D

Aca On : 21 May 2016 14:55

Operator : UM/SJ

Sample : H3212-01

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 unknown8.28 Concentration Rank 12

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

8.28 4_.51 ng 230134 Naphthalene-d8 7.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isotridecanol- 200 C13H280 027458-92-0 47
2 Cyclooctane. 1-methvl-3-propvl- 168 Cl12H24 255885-37-1 43
3 1-Hexene. 3.3-dimethvl- 112 C8H16 003404-77-1 25
4 3-Methvl-2-hexene 98 C7H14 017618-77-8 25
5 2-Acetyl-3,4,5,6-tetrahydropyridine 125 C7H11NO 027300-27-2 18

Abundance Scan 586 (8.284 min): BF087272.D (-583) (-) m/z 69.10 100.00%
o
5000
800 820 840 8.60
0 m/z 55.10 85.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56261: Isotridecanol-
69
41 g
5000 83 IR RS A SRR R
8.00 8.20 8.40 8.60
97 111 m/z 41.10 82.67%
125
ol— T .‘l‘ﬁ‘. L I .‘l " .‘luu“. 'H“I‘ .“l I I IMI\I EI"II'OI |1|5\|4| .].-?.1.]-'8.2.].-9.5| ;
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69
800 820 840 8.60
5000 4, 55 83 125 m/z 57.10 79.99Y%
29 7 11
e L S L L S B WL B WL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6558: 1-Hexene, 3,3-dimethyl- Al Eama s B
69 8.00 8.20 8.40 8.60
m/z 43.10 67.99%
41 55
5000
83
27 97 112
0'}?P"'I"”I""I”"I"'W'"'I'”'I""P"'I' U R SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087272.D

Aca On : 21 May 2016 14:55

Operator : UM/SJ

Sample : H3212-01

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 unknown8.98 Concentration Rank 9

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

8.98 5.71 ng 298244 Acenaphthene-d10 9.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 46
2 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 27
3 6-Acetamido-1.4-benzodioxane 193 C10H11NO3 063546-19-0 27
4 2-Anthracenamine 193 C14H1i1N 000613-13-8 27
5 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 000473-19-8 18

Abundance Scan 647 (8.982 min): BF087272.D (-644) (-) m/z 55.10 100.00%
41
193
69 95 123
5000 81 109
137
151 8.60 8.80 9.00 9.20 9.40
208
o -,.":'..~,~!..'.|',..'..,...1.7,9..-~..,..-..,.. m/z 41.10 88.63%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #61716: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193
123
5000 69 9 109 AN RS RS N R
137 8.60 8.80 9.00 9.20 9.40
m/z 193.20 77.07%
151 208
o i \ Lol e T
m/z--> 20 40 100 120 140 160 180 200 220
Abundance
193
8.60 8.80 9.00 9.20 9.40
5000 43 55 m/z 69.10 68.53%
69 g O 109
29
o 123 137 149 143 179 207 222
m/z--> ﬁo Jo 65 éo 160 150 150 1éo 1é0 200 220
Abundance #50986: 6-Acetamido-1,4-benzodioxane T
95 151 193 8.60 8.80 9.00 9.20 9.40
m/z 95.10 64 .45%
5000 43
67
0 |""HM Jﬁ?l“h'”1M"w|{0§'}??'}??"‘l'}§4'¥7?""|""|" NSRS S AR A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087272.D

Aca On : 21 May 2016 14:55

Operator : UM/SJ

Sample : H3212-01

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 unknown9.05 Concentration Rank 20

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

9.05 2.26 ng 118224 Acenaphthene-d10 9.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-(2-butenvl)-1.2-dimet... 160 C12H16 054340-86-2 42
2 Benzene. 1-(2-butenvl)-2.3-dimet... 160 C12H16 054340-85-1 30
3 Cvclopropane. 1-chloro-1.2-dimet... 180 C11H13ClI 1000154-03-9 12
4 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 021693-54-9 12
5 3-(4-1sopropylphenyl)-2-methylpr... 190 C13H180 000103-95-7 11

Abundance Scan 653 (9.050 min): BF087272.D (-651) (-) m/z 43.10 100.00%
43 57
5000
193 R L UL UL I
159 174 208 8.80 9.00 9.20 9.40
ob— e i m/z 41.10 90.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29441: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)-
145
5000 160 URRBE UL L R
8.80 9.00 9.20 9.40
91 130 m/z 57.10 78.70%
57 0 s T T
0..‘.|..‘..|‘. .‘.‘.l‘.‘...”l..‘..l“l‘..lmlu‘lhﬁ.|“l...‘|‘....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
145
" '880 9.00 920 9.40
5000 160 m/z 55.10 64.03%
91 105 130
15 27 39 51 g5 77 119
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #42425: Cyclopropane, 1-chloro-1,2-dimethyl-3-phenyl- e RARREEE RS
145 8.80 9.00 9.20 9.40
m/z 69.10 62.61%
5000
91
117 129
27 39 51 65 77 105 180
0...,&..MHM.HNuN,.u.rﬂuw,ww.,ﬂ.nfééulu.”,..” S
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087272.D

Aca On : 21 May 2016 14:55

Operator : UM/SJ

Sample : H3212-01

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 8 7-Hexadecene, (Z2)- Concentration Rank 7

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

9.46 6.93 ng 361729 Acenaphthene-d10 9.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Hexadecene. (2)- 224 C16H32 035507-09-6 94
2 2-Decene. 7-methvl-. (2)- 154 C11H22 074630-23-2 64
3 Cvclohexane. 1.2.3-trimethvl-. (... 126 C9H18 001678-81-5 49
4 Cvclopentane. (2-methvibutvl)- 140 C10H20 053366-38-4 49
5 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 45

Abundance Scan 689 (9.462 min): BF087272.D (-685) (-) m/z 69.10 100.00%
41 5p
5000
9.20 9.40 9.60 9.80
| JeLli3 191 m/z 55.10 94.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72494: 7-Hexadecene, (2)-
55
43 69
5000 83 AR R AN R
97 9.20 9.40 9.60 9.80
29 11 m/z 41.10 84 .34%
0 \‘ | h‘ AL 125140154167 181 106 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 95
69 AR R LN R R
9.20 9.40 9.60 9.80
5000 m/z 43.10 69.08%
84
29 g7 111
0 124135 154
AR A AV N NV N e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11274: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,3... R maE B
69 9.20 9.40 9.60 9.80
55 m/z 56.10 54 _37%
111
41
5000
83 126
27 ‘ ‘ 97
s Al b | | e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087272.D

Aca On : 21 May 2016 14:55

Operator : UM/SJ

Sample : H3212-01

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 9 2-Pentanone, 4-cyclohexylid... Concentration Rank 6

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

9.50 6.96 ng 363432 Acenaphthene-d10 9.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 64
2 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 45
3 Acridine. 9-methvl- 193 C14H11N 000611-64-3 43
4 Cvclododecanone. 2-methvlene- 194 C13H220 003045-76-9 38
5 2-Anthracenamine 193 C14H1i1N 000613-13-8 35

Abundance Scan 692 (9.496 min): BF087272.D (-690) (-) m/z 193.20 100.00%
193
5000 4

123 137

152 165 1g0 208 9.20 9.40 9.60 9.80
01 m/z 41.10 51.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #70988: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193
5000 4355 L e
69 97 109 9.20 9.40 9.60 9.80
8l m/z 97.10 40.93%
D L e e
byl el Ll ) T 26 278 | 207 222
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
193
A o e m e
123 9.20 9.40 9.60 9.80
5000 69 95 109 m/z 109.10 40.33%
55 83 137
151
165 179 208
o] ENEREIERSNERSRMAN Y S /M RN MY YN UL S A M SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #51241: Acridine, 9-methyl- A o e m e
193 9.20 9.40 9.60 9.80
m/z 55.10 38.70%
5000
ol 2830 51 63 % 95 115196139 152165177
i o e B e A o e m e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087272.D

Aca On : 21 May 2016 14:55

Operator : UM/SJ

Sample : H3212-01

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 Undecane Concentration Rank 19

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

9.53 2.70 ng 140976 Acenaphthene-d10 9.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 Cl11H24 001120-21-4 60
2 Tridecane 184 C13H28 000629-50-5 47
3 Undecane. 2.9-dimethvl- 184 C13H28 017301-26-7 47
4 Hexadecane 226 C16H34 000544-76-3 47
5 Octane, 2,3,3-trimethyl- 156 Cl11H24 062016-30-2 38

Abundance Scan 695 (9.530 min): BF087272.D (-694) (-) m/z 57.10 100.00%
43 97
5000
920 940 9.60 9.80
0 m/z 43.10 87.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27121: Undecane
3 57
5000 71 USRS SRR
9.20 9.40 9.60 9.80
29 85 m/z 41.10 61.30%
ol “\‘ L, %93y 1%
m/z--> 26 Jo éo éo 160 150 150 1éo 1§0 260
Abundance
43 57
920 940 9.60 9.80
5000 71 m/z 71.10 42 .41%
29 85
o 99 113 127 141 155 184
m/z--> 26 Jo éo éo 160 150 150 1éo 1é0 260
Abundance #45574. Undecane, 2,9—dimethy|— LA L L B L BN |
57 9.20 9.40 9.60 9.80
m/z 55.10 32.56%
5000 43 71
29 85
99
o1 ‘L L ‘ 113126 141 0 169 184
m/z--> 2'0 4'0 6|0 8IO 1(')0 12'0 14'10 1('30 180 2(')0 9.'20 9.'40 9.|60 9.50 '

8270-BF051716.M Mon May 23 19:44:06 2016

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087272.D

Aca On : 21 May 2016 14:55

Operator : UM/SJ

Sample : H3212-01

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 Hexadecane Concentration Rank 16

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

9.85 3.62 ng 188987 Acenaphthene-d10 9.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 52
2 Nonane 128 C9H20 000111-84-2 49
3 Decane. l1l-iodo- 268 C10H211 002050-77-3 49
4 3-Heptanone. 4-methvl- 128 C8H160 006137-11-7 38
5 Octane, 3-ethyl- 142 C10H22 005881-17-4 38

Abundance Scan 723 (9.850 min): BF087272.D (-721) (-) m/z 57.10 100.00%

57

5000

9.60 9.80 10.00 10.20

159173 188 204 219

0 m/z 43.10 95.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #73965: Hexadecane
43 57
5000 71 LI N B L TTTT TTT
85 9.60 9.80 lOOO 1020
29 m/z 41.10 62.92%
0 ‘ ‘ Ly “ 99113127141155169183197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43
57 IIIIIIIIIIIIIIIIIIIIIII
9.60 9.80 10.00 10.20
5000 m/z 71.10 58.11%
29 71 85
ol15 99 128
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #98767: Decane, 1-iodo- e RARREEE RS
43 57 9.60 9.80 10.00 10.20
m/z 55.10 50.64%
71 85
5000
29 9 165
0 Ll L% 1271410 169163 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.60 980 10. OO 10. 20

8270-BF051716.M Mon May 23 19:44:07 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087272.D

Aca On : 21 May 2016 14:55

Operator : UM/SJ

Sample : H3212-01

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 Naphthalene, 2,3,6-trimethyl- Concentration Rank 11

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

9.91 4.73 ng 247096 Acenaphthene-d10 9.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 93
2 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 89
3 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 89
4 Azulene. 4.6.8-trimethvl- 170 C13H14 000941-81-1 76
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 64

Abundance Scan 728 (9.908 min): BF087272.D (-726) (-) m/z 170.10 100.00%
155 110
5000 193
. 210,y 9.60 9.80 10,00 10.20
o m/z 155.10 81.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36212: Naphthalene, 2,3,6-trimethyl-
170
155
5000 B LA SRR RS
9.60 9.80 10.00 10.20
m/z 55.10 50.83%
ol 15 27 39 51 63 76 89 102115128141 | |
m/z--> 20 40 éo éo 100 120 140 1éo 180 200 220
Abundance
155
170 AR UL SRR
9.60 9.80 10.00 10.20
5000 m/z 41.10 49_20%
115 128
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36214: Naphthalene, 1,6, 7-trimethyl- R T AR
155 170 9.60 9.80 10.00 10.20
m/z 193.20 40.01%
5000
o 5L 10 g 1 P |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.60 9.80 10.00 1020

8270-BF051716.M Mon May 23 19:44:07 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087272.D

Aca On : 21 May 2016 14:55

Operator : UM/SJ

Sample : H3212-01

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 unknown9.99 Concentration Rank 14

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

9.99 3.78 ng 197533 Acenaphthene-d10 9.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanone. 1-bicvclol4.1.0Thept... 166 C11H180 054764-62-4 43
2 1-Trimethvisilvlpent-1-en-4-vne 138 C8H14Si 079516-25-9 43
3 4-Fluorobenzoic acid. 2.2-dimeth... 210 C12H15F02 069912-03-4 43
4 Ethanone. 1-I3-I2-methvl-2-(5-me... 222 C13H1803 080114-28-9 43
5 Decahydro-8a-ethyl-1,1,4a,6-tetr... 222 C16H30 1000100-23-6 38

Abundance Scan 735 (9.988 min): BF087272.D (-733) (-) m/z 123.10 100.00%
123
5000 41 55
69 81 95 109
9.60 9.80 10.00 10.20 10.40
o} m/z 55.10 45_76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33189: 1-Butanone, 1-bicyclo[4.1.0]hept-7-yl-
123
5000 RS LR SN UL B
55 95 166 9.60 9.80 10.00 10.20 10.40
43 71 137 m/z 41.10 44 _89%
e | L
O'P"'I”"I"”I'"W""I”"I'”'I"'W""P"'I'”
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
123
9.60 9.80 10.00 10.20 10.40
5000 m/z 69.10 38.56%
43 73 9
29 i ga | 106 138
O o e R B ot o T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #62693: 4-Fluorobenzoic acid, 2,2-dimethylpropy! ester A RREEEEEEa T
123 9.60 9.80 10.00 10.20 10.40
m/z 81.10 32.22%
5000
57 95
70
41
o 2 e |le1 | 100 | 140 1% 195 210
m/z--> 20 40 60 80 100 120 14'10 160 180 200 220 9.60 9.80 10.00 10.20 10.40

8270-BF051716.M Mon May 23 19:44:08 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087272.D

Aca On : 21 May 2016 14:55

Operator : UM/SJ

Sample : H3212-01

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 Octane, 2,4,6-trimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
10.03 4.26 ng 222442 Acenaphthene-d10 9.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 58
2 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 58
3 Hexadecane 226 C16H34 000544-76-3 58
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 58
5 Tridecane 184 C13H28 000629-50-5 58

Abundance Scan 739 (10.033 min): BF087272.D (-737) (-) m/z 57.10 100.00%
57
5000 Lﬁ\/\l\w
85
R RN SRR BN B
109 137 9.80 10.00 10.20 10.40
o3 oo 19 AW 222 m/Z 43.10 79.47%
m/z--> 50 100 150 200 250 300 350
Abundance #27141: Octane, 2,4,6-trimethyl-
57
5000 R RN SN IR B
9.80 10.00 10.20 10.40
29 85 m/z 41.10 48 .46%
UELELEL S UL UL UL UL UL SRR
m/z--> 50 100 150 200 250 300 350
Abundance
57
" '9.80 10.00 10.20 10.40
5000 m/z 71.10 44 _80%
85
29
o 113135155175 203 231 250 303 331 357 386
m/z--> 50 100 150 200 250 300 350 '
Abundance #73965: Hexadecane R B e R
57 9.80 10.00 10.20 10.40
m/z 55.10 29.37%
5000
85
29
o | w 1 J 113 141 169 197 226
LRI S UL UL UL UL UL SRR R RN SN BN B
m/z--> 50 100 150 200 250 300 350 9.80 10.00 10.20 10.40

8270-BF051716.M Mon May 23 19:44:09 2016

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087272.D

Aca On : 21 May 2016 14:55

Operator : UM/SJ

Sample : H3212-01

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 3-Methyl-4-(methoxycarbonyl... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.25 3.22 ng 168322 Acenaphthene-d10 9.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvl-4-(methoxvcarbonvl)hexa... 184 C9H1204 1000104-10-8 90
2 Dodecane 170 C12H26 000112-40-3 55
3 Heptacosane 380 C27H56 000593-49-7 53
4 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 50
5 Octane, 2-methyl- 128 C9H20 003221-61-2 49
Abundance Scan 758 (10.250 min): BF087272.D (-756) (-) m/z 57.10 100.00%
g7
5000 /\J\lj\s\,/kwA\_/‘
\ 10,00 10.20 10.40 10,60 _
0’ m/z 43.10 62.86%
m/z--> 50 100 150 200 250 300 350
Abundance #45954: 3-Methyl-4-(methoxycarbonyl)hexa-2,4-dienoic acid
57
5000 LI BURBURR BN LN SO
152 10,00 10,20 10,40 10.60
‘ m/z 71.10  43.79%
o 1 \
m/z--> 50 200 250 300 350
Abundance
57
10,00 10.20 10.40 10,60 _
5000 o m/z 41.10 33.23%
29
112 g4 170 ﬂAJ\wakAw\,_,]\,AW[\A/\-_vwﬁx
b
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane e RARREEE RS
57 10.00 10.20 10.40 10.60
m/z 169.10 27.06%
5000
85
0 ?9 (113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 1% 200 250 300 350 10,00 10,20 10,40 10.60

8270-BF051716.M Mon May 23 19:44:10 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087272.D

Aca On : 21 May 2016 14:55

Operator : UM/SJ

Sample : H3212-01

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 Dodecane, 2,7,10-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.51 10.87 ng 505637 Phenanthrene-d10 11.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 87
2 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 72
3 Dodecane. 4.6-dimethvl- 198 C14H30 061141-72-8 68
4 Tridecane. 5-propvl- 226 C16H34 055045-11-9 64
5 Tridecane, 4-methyl- 198 C14H30 026730-12-1 55
Abundance Scan 781 (10.513 min): BF087272.D (-778) (-) m/z 57.10 100.00%
57
5000
T g 113 10.20 10.40 10.60 10.80
127 183 : - : :
ol s D o212 235 m/z 43.10 64.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64587: Dodecane, 2,7,10-trimethyl-
57
71
43
5000 SR SR BN LN SRR
10,20 10.40 10.60 10.80
29 85 m/z 71.10 60.87%
o ‘ L | ‘ 99 113127 141 155 169 183 197
m/z--> 20 45 eb éo 160 120 140 160 180 200 220 240
Abundance
57 71
43 NN SR U
10.20 10.40 10.60 10.80
5000 o m/z 41.10 31.45%
29 99 113 MJL\MN\
oL 14 127 141 155 169 183 197 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55027: Dodecane, 4,6-dimethyl- AN B B
43 57 11 10.20 10.40 10.60 10.80
m/z 55.10 22 .75%
5000
29 85
o A l ﬂ 99 113197 141 155 169 183 108
m/z--> 20 40 6|0 80 1(')0 120 140 1('30 180 200 220 240 10,20 10.40 10.60 10.80

8270-BF051716.M Mon May 23 19:44:11 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087272.D

Aca On : 21 May 2016 14:55

Operator : UM/SJ

Sample : H3212-01

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 Tridecane, 6-propyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.97 6.20 ng 288678 Phenanthrene-d10 11.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 6-propvl- 226 C16H34 055045-10-8 83
2 3-Methvl-4-(methoxvcarbonvl)hexa... 184 C9H1204 1000104-10-8 64
3 Hexadecane 226 Cl16H34 000544-76-3 58
4 Heptacosane 380 C27H56 000593-49-7 52
5 Eicosane 282 C20H42 000112-95-8 52
Abundance Scan 821 (10.970 min): BF087272.D (-820) (-) m/z 57.10 100.00%
g7
43 71
5000
VNS SR SUNL I
99 113127 , 41 155 10.60 10.80 11.00 11.20
Obr s B 198 219 238 260 "n/z 43.10 58.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #73970: Tridecane, 6-propyl-
43 57
71
5000 85 UL SRR UGS B
10,60 10.80 11.00 11.20
‘ % 185 m/z 71.10 57.20%
15
8 e o SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
e s 184 10,60 10.80 11.00 11.20
5000 169 m/z 41.10 33.57%
152
139
R R R R S B LA REASS RARES SRS RUARE RERRN BN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #73965: Hexadecane R R RREEEEa
43 57 10.60 10.80 11.00 11.20
m/z 184.10 27.40%
5000 n
85
29
ol L L 4 “ 9 113127141155169183197 226
m/z--> 20 4'0 60 80 1(')0 120 140 160 180 200 220 240 260 10.60 10.80 11.00 11.20

8270-BF051716.M Mon May 23 19:44:12 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087272.D

Aca On : 21 May 2016 14:55

Operator : UM/SJ

Sample : H3212-01

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 Tridecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.63 4.79 ng 222853 Phenanthrene-d10 11.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 n-Decanoic acid 172 C10H2002 000334-48-5 78
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72
Abundance Scan 879 (11.633 min): BF087272.D (-877) (-) m/z 43.10 100.00%
43 73
60
5000
129
7 213 IR SN SO UL S
| 011° | 143187171185,5 | 597, 256 11.40 11.60 11.80 12.00
I m/z 73.00 83.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
60 78
43
5000 129 R UL BRI S B
29 nmumnmnm
214 m/z 60.00 78.28%
143157
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
"' 1140 1160 11.80 12.00
5000 29 256 m/z 57.10 76.00%
129
97 213
. M5 43157171185 o 227540
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #37193: n-Decanoic acid A BT B S
60 73 11.40 11.60 11.80 12.00
m/z 55.10 73.85%
41
5000 129
2 115
143
OIIIII‘IHUI‘IIH‘\‘ “h?fl\\‘ ||‘|||‘||:|I-|57|]|-??|||| RN RN R R R REREE R T —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11. 80 12. oo

8270-BF051716.M Mon May 23 19:44:13 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087272.D

Aca On : 21 May 2016 14:55

Operator : UM/SJ

Sample : H3212-01

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.41 8.88 ng 280574 Chrysene-di12 13.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 59
3 N-Cvclooct-4-envlacetamide 167 C10H17NO 170952-69-9 38
4 n-Decvl .alpha.-d-2-deoxvalucoside 304 C16H3205 1000211-42-8 22
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 18

Abundance Scan 947 (12.411 min): BF087272.D (-945) (-) m/z 43.10 100.00%

43

0

5000
185 241 IIIIIIIIIIIIIIIIIIIIIII
149 171 255070284 12.00 12.20 12.40 12.60 12.80
0 m/z 41.10 74 .84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108842: Octadecanoic acid
43
57 73 284
5000 | AL LI L L L L L L L L
12.00 12.20 12.40 12.60 12.80
m/z 57.10 72.38%
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
R N R I EREEE s
43 57 12.00 12.20 12.40 12.60 12.80
5000 m/z 60.00 69.11%
129
171
115 214
27 &7 15 | 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #33929: N-Cyclooct-4-enylacetamide AR N AR RN REEE s C
4 82 12.00 12.20 12.40 12.60 12.80
60 m/z 73.00 67 .56%

5000

T I T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087272.D

Aca On : 21 May 2016 14:55

Operator : UM/SJ

Sample : H3212-01

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 20 1,5-Heptadiene, 3,3,6-trime... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.53 2.74 ng 88019 Perylene-d12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5-Heptadiene. 3.3.6-trimethvl- 138 C10H18 035387-63-4 74
2 Saualene 410 C30H50 007683-64-9 74
3 1.6-Octadiene. 3.5-dimethvl-. tr... 138 C10H18 074630-87-8 64
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 64
5 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 64
Abundance Scan 1132 (14.525 min): BF087272.D (-1130) (-) m/z 69.10 100.00%
6o
5000
41
14.20 14.40 14.60 14.80
Ol " 15 11611812?1.2??. 262 3003535 . m/z 81.10 48.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #16326: 1,5-Heptadiene, 3,3,6-trimethyl-
69
41
5000 LR S UL B UL
1420 14.40 14.60 14.80
m/z 41.10 33.91%
0 Ll Il 9\5 1?3
mz-> 50 100 150 200 250 300 350 400
Abundance
69
14.20 14.40 14.60 14.80
5000 m/z 68.10 12.01%
41
95 137
Oyl b L 327 4 183 191 217 245 273 209 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #16355: 1,6-Octadiene, 3,5-dimethyl-, trans- B R B o e T
69 14.20 14.40 14.60 14.80
41 m/z 95.10 11.45%
5000
m/z--> 50 100 150 200 250 300 350 400 1420 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052016\
Data File : BF087272.D

Acq On : 21 May 2016 14:55

Operator : UM/SJ

Sample : H3212-01

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.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]
unknown6 .33 6.33 84.2 ng 3519000 1 6.56 836021 20.0
unknown8.28 8.28 4.5 ng 230134 2 7.84 1020660 20.0
unknown8 .98 8.98 5.7 ng 298244 3 9.59 1044030 20.0
unknown9 .05 9.05 2.3 ng 118224 3 9.59 1044030 20.0
7-Hexadecene, (2)- 9.46 6.9 ng 361729 3 9.59 1044030 20.0
2-Pentanone, 4-cy... 9.50 7.0 ng 363432 3 9.59 1044030 20.0
Undecane 9.53 2.7 ng 140976 3 9.59 1044030 20.0
Hexadecane 9.85 3.6 ng 188987 3 9.59 1044030 20.0
Naphthalene, 2,3,... 9.91 4.7 ng 247096 3 9.59 1044030 20.0
unknown9 .99 9.99 3.8 ng 197533 3 9.59 1044030 20.0
Octane, 2,4,6-tri... 10.03 4.3 ng 222442 3 9.59 1044030 20.0
3-Methyl-4-(metho... 10.25 3.2 ng 168322 3 9.59 1044030 20.0
Dodecane, 2,7,10-... 10.51 10.9 ng 505637 4 11.07 930677 20.0
Tridecane, 6-propyl- 10.97 6.2 ng 288678 4 11.07 930677 20.0
Tridecanoic acid 11.63 4.8 ng 222853 4 11.07 930677 20.0
Octadecanoic acid 12.41 8.9 ng 280574 5 13.70 631915 20.0
1,5-Heptadiene, 3... 14.53 2.7 ng 88019 6 15.05 643197 20.0
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