LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087393.D

Aca On : 26 May 2016 3:37

Operator : UM/SJ

Sample : H3212-06

Misc :

ALS Vial : 26 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-BF052316.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 1.644 4 5 34 rVB 2509337 4412830 100.00% 11.230%
2 4.787 278 280 293 rBV 41958 117700 2.67% 0.300%
3 5.439 335 337 358 rBVY 1211476 2083603 47.22% 5.302%
4 7.096 480 482 487 rBV 666777 1301692 29.50% 3.313%
5 7.187 487 490 497 rVB 2463750 3552452 80.50% 9.040%
6 7.519 517 519 523 rBV 644103 784346 17.77% 1.996%
7 7.759 537 540 543 rBVY 2406930 3048052 69.07% 7.757%
8 8.113 565 571 575 rBV2 28093 65178 1.48% 0.166%
9 8.445 506 600 602 rBY 1842008 2744219 62.19% 6.984%
10 8.776 627 629 631 rBV 33765 45212 1.02% 0.115%
11 8.959 643 645 649 rBV3 41566 73580 1.67% 0.187%
12 9.210 664 667 669 rBV3 20761 44386 1.01% 0.113%
13 9.325 673 677 679 rBv4 23670 65764 1.49% 0.167%
14 9.405 682 684 687 rBV3 27632 51733 1.17% 0.132%

15 9.553 692 697 700 rBV 756830 1067634 24.19% 2.717%

16 9.633 702 704 708 rvVB5 44938 101990 2.31% 0.260%

17 9.713 708 711 712 rBV2 27375 52165 1.18% 0.133%
18 9.759 712 715 717 rVB3 41409 70481 1.60% 0.179%
19 9.828 717 721 724 rVB3 43722 87227 1.98% 0.222%

20 9.908 724 728 730 rBV3 87678 196941 4._46% 0.501%

21 9.953 730 732 734 rBV3 27791 51296 1.16% 0.131%
22 10.033 734 739 741 rVB5 41242 104789 2.37% 0.267%
23 10.079 741 743 748 rVB3 49669 125004 2.83% 0.318%
24 10.171 748 751 754 rBvV4 95100 214619 4._86% 0.546%
25 10.296 758 762 764 rBv4 88013 232424 5.27% 0.591%

26 10.411 770 772 774 rVB4 39562 50478 1.14% 0.128%
27 10.456 774 776 777 rBV 69701 97235 2.20% 0.247%
28 10.559 783 785 786 rBV 54970 92850 2.10% 0.236%

29 10.593 786 788 790 rvv2 59487 113910 2.58% 0.290%
30 10.639 790 792 794 rvv2 67366 119792 2.71% 0.305%

31 10.799 804 806 808 rBvV2 46430 60262 1.37% 0.153%
32 11.005 822 824 826 rBV3 69218 126129 2.86% 0.321%
33 11.119 830 834 835 rBVv3 113747 320738 7.27% 0.816%
34 11.268 845 847 849 rBv2 115043 185934 4.21% 0.473%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087393.D

Aca On : 26 May 2016 3:37

Operator : UM/SJ

Sample : H3212-06

Misc :

ALS Vial : 26 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-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.336 849 853 856 rvv 2884112 3991043 90.44% 10.157%

36 11.416 857 860 862 rBv2 282659 399701 9.06% 1.017%
37 11.474 862 865 866 rBv2 85762 131634 2.98% 0.335%
38 11.851 896 898 900 rBv2 120435 149394 3.39% 0.380%
39 11.908 900 903 905 rvB 662955 878826 19.92% 2.236%
40 12.068 916 917 919 rvB2 170075 158762 3.60% 0.404%

41 12.159 923 925 929 rBV3 278292 453642 10.28% 1.154%
42 12.239 929 932 935 rVB 734007 1127433 25.55% 2.869%
43 12.342 939 941 942 rBV 267715 347078 7.87% 0.883%
44 12.388 942 945 948 rvV 555821 803209 18.20% 2.044%
45 12.925 990 992 995 rBV 390870 568207 12.88% 1.446%

46 13.039 1000 1002 1004 rBV 315298 371871 8.43% 0.946%
47 13.371 1029 1031 1034 rVB 341041 495180 11.22% 1.260%
48 13.691 1056 1059 1063 rBV2 1482300 2141041 48.52% 5.449%
49 14.022 1086 1088 1090 rVB2 243935 343320 7.78% 0.874%
50 14.788 1153 1155 1157 rVB 615204 840668 19.05% 2.139%

51 17.006 1347 1349 1352 rVB 165807 216764 4.91% 0.552%
52 17.143 1358 1361 1364 rVB 2241863 2512791 56.94% 6.395%
53 18.480 1476 1478 1481 rBV 594790 642506 14.56% 1.635%
54 20.149 1622 1624 1630 rVB 370921 543558 12.32% 1.383%
55 21.040 1700 1702 1707 rVB 170716 315597 7.15% 0.803%

Sum of corrected areas: 39294870
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087393.D

Aca On : 26 May 2016 3:37

Operator : UM/SJ

Sample : H3212-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF087393.D

3000000

.64
2500000 7.19 7.76

2000000 8.44

1500000
5.44

1000000
710 752

500000

479 &; L 8.11 8.78.96

T — T = L w=R A

T T T T T T T T T T T T NN
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00
Abundance TIC: BF087393.D
11.34

3000000

13.69

2500000

2000000

1500000

1000000

500000 g
IR

Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
Abundance TIC: BF087393.D

3000000 17.14

2500000

2000000

1500000

18.48 20.15
1000000 17.0
21.04
500000
e e e e

Time--> 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087393.D

Aca On : 26 May 2016 3:37

Operator : UM/SJ

Sample : H3212-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown7.19 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.19 90.58 ng 3552450 1,4-Dichlorobenzene-d4 7.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
Abundance Scan 490 (7.187 min): BF087393.D (-487) (-) m/z 132.00 100.00%
5000 68
40 96 J SN UL AL N
54 6.80 7.00 7.20 7.40 7.60
7
ol Qe [ eus W w/z 68.05  46.13%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 S L U A

6.80 7.00 7.20 7.40 7.60
m/z 134.00 33.01%

70
31 4 60

L L1 , 86 106 116 ‘
O I L I o o e o e B L ALAB LI S e o o o o o
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 R R e N REREE
104 6.80 7.00 7.20 7.40 7.60
5000 m/z 66.05 32.68%
31 5l 8
O T T T T T T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.80 7.00 7.20 7.40 7.60
24 m/z 69.10 19.91%
116
5000 98
b e g | s s
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087393.D

Aca On : 26 May 2016 3:37

Operator : UM/SJ

Sample : H3212-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Cyclopentane, butyl- Concentration Rank 19

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

9.91 3.69 ng 196941 Naphthalene-d8 9.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. butvl- 126 C9H18 002040-95-1 60
2 Cvclohexane. 2-butvl-1.1.3-trime... 182 C13H26 054676-39-0 55
3 Cvclopentane. l-pentvl-2-propvl- 182 C13H26 062199-51-3 53
4 3-Heptafluorobutvroxvtridecane 396 C17H27F702 1000245-49-5 52
5 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 45

Abundance Scan 728 (9.908 min): BF087393.D (-724) (-) m/z 41.10 100.00%
9
5000
'9.60 9.80 10.00 10.20
o} m/z 55.10 99.14%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11531: Cyclopentane, butyl-
4 6!
5000 L N RN RN BRI
9.60 9.80 10.00 10.20
27 m/z 57.10 97.97%
126
0 .:.I-L}lu‘H..lM..‘ﬁ |‘||h|‘| .“l‘.‘...lu:lu-l.lulu‘...luuuuluu..|...
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
55 69
41 AR U AR
9.60 9.80 10.00 10.20
5000 m/z 69.10 96.88%
29 83
112 1og 167 182
139
i L B S U UL UL BRI W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47291: Cyclopentane, 1-pentyl-2-propyl- R s AamEE B
69 9.60 9.80 10.00 10.20
55 a3 m/z 43.10 77 .09%
5000 41 111
97
29
L e
o SN RS S S Y . S T N —
m/z--> 20 40 60 80 100 120 140 160 180 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087393.D

Aca On : 26 May 2016 3:37

Operator : UM/SJ

Sample : H3212-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 unknownl10.17 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.17 4.02 ng 214619 Naphthalene-d8 9.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.7-Nonadien-2-one. 4.8-dimethyl- 166 C11H180 000817-88-9 46
2 1.6-Heptadiene. 3.5-dimethvl- 124 C9H16 068701-99-5 38
3 Cvyclooctane. 1-methvl-3-propvl- 168 Cl12H24 255885-37-1 35
4 Cvclohexane. 2-ethvl-1.3-dimethvl- 140 C10H20 007045-67-2 22
5 2,5-Octadiene, 3,4,5,6-tetramethyl- 166 C12H22 247797-85-9 18
Abundance Scan 751 (10.171 min): BF087393.D (-748) (-) m/z 69.10 100.00%
1
5000
137147 166 g9 9.80 10.00 10.20 10.40
o} m/z 55.10 94 .30%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #35052: 3,7-Nonadien-2-one, 4,8-dimethyl-
41 6 g3
5000 9.80 10.00 10.20 10.40
98 123 : : : :
28 o ‘ 108 ‘ - m/z 41.10 91.65%
151
[o) I .‘.‘ — ‘wl .‘.‘ "“I .“l‘. IHIHIMI ‘.‘Hl‘ - ‘.“‘. T I1|33|1|4|2| ‘. . .‘. —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
41
69 UM IR
9.80 10.00 10.20 10.40
5000 m/z 43.10 59.53%
55
27
82 95 109 124
L B L L W UL UL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36851: Cyclooctane, 1-methyl-3-propyl- R R RREEEEa
69 9.80 10.00 10.20 10.40
m/z 57.10 54 _12%
5000 83
a1 ® 125
29
\‘ | \‘ HH L ‘\ n 9\‘? 1:!-1 |
L B L LN WL B UL W UM IR
m/z--> 20 40 60 80 100 120 140 160 180 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087393.D

Aca On : 26 May 2016 3:37

Operator : UM/SJ

Sample : H3212-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 Zinc, bis[2-(1,1-dimethylet... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.30 4_.35 ng 232424 Naphthalene-d8 9.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Zinc. bisl2-(1l.1-dimethvlethvl)-_.. 314 C18H34Zn 074793-36-5 50
2 Cvclooctane. l1l-methvl-3-propvl- 168 C12H24 255885-37-1 50
3 Cvclohexane. 1.1"-(1l-methvlethvl... 208 C15H28 054934-90-6 43
4 1-Hexene. 3.3-dimethvl- 112 C8H16 003404-77-1 38
5 2,2-Dimethyl-3-heptene trans 126 C9H18 019550-75-5 38
Abundance Scan 762 (10.296 min): BF087393.D (-758) (-) m/z 69.10 100.00%
41 ®
5000 125
95 145163 .
10.00 10.20 10.40 10.60
o} m/z 41.10 78.47%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #156462: Zinc, bis[2-(1,1-dimethylethyl)-3,3-dimethylcyclo...
69 125
5000{ 41 SRR BN

10.00 10.20 10.40 10.60
m/z 55.10 73.33%

)|

ok \ 110 | 140 161 188205 237 257273 299314

e A N L RIS SSaais

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

Abundance

69
T e
10.00 10.20 10.40 10.60
5000 m/z 125.10 49 .11%
M 125
97
26

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #67962: Cyclohexane, 1,1'-(1-methylethylidene)bis- R EEEmaEE S S
10.00 10.20 10.40 10.60

m/z 83.10 43.67%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10. 00 10. 20 10 40 10 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087393.D

Aca On : 26 May 2016 3:37

Operator : UM/SJ

Sample : H3212-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 unknownll.12 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.12 7-.99 ng 320738 Acenaphthene-d10 12.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-(2-butenvl)-1.2-dimet... 160 C12H16 054340-86-2 42
2 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 021693-54-9 38
3 Benzene. 1-(2-butenvl)-2.3-dimet... 160 C12H16 054340-85-1 38
4 Ethanone. 1-(2.3-dihvdro-1H-inde... 160 C11H120 004228-10-8 30
5 1H-Inden-1-one, 2,3-dihydro-3,3-... 160 C11H120 026465-81-6 30
Abundance Scan 834 (11.119 min): BF087393.D (-830) (-) m/z 41.10 100.00%
a4 145
57
131
5000
10.80 11.00 11.20 1140
O m/z 145.10 88.93%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30923: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)-
145
5000 160 RN UL BN B
10.80 11.00 11.20 11.40
130 m/z 57.10 80.04%
e 27 39 51 g5 77 96 105115
Ouuuulu‘...|‘..‘.‘.|‘.‘...|..‘..|“l“..‘lml .‘H‘k.l“l‘...‘l‘....|....|.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
145
10.80 11.00 11.20 1140
5000 132 160 m/z 131.10 70.12%
15 27 39 51 g5 77 91 1510
O B e T N R e e ST
miz--> 20 40 60 80 100 120 140 160 180
Abundance #30890: Benzene, 1-(2-butenyl)-2,3-dimethyl- e
145 10.80 11.00 11.20 11.40
m/z 43.10 64.71%
5000 190 /¢“/vvﬂv\wa/«fﬁfd\\ij/\/
01 130
s s e TP
m/z--> 20 40 60 8 100 120 140 160 180 ' 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087393.D

Aca On : 26 May 2016 3:37

Operator : UM/SJ

Sample : H3212-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 wunknownll.27 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.27 4.63 ng 185934 Acenaphthene-d10 12.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_1Theptane. 1.3.3-tri... 138 C10H18 006248-88-0 38
2 Ethanone. 1-(1.4-dimethvl-3-cvcl... 152 C10H160 043219-68-7 27
3 2.6-Heptadienal. 2.4-dimethvl- 138 C9H140 085136-08-9 25
4 Pentalene. octahvdro-2-methvl- 124 C9H16 003868-64-2 25
5 Butanamide, N-(4-hydroxyphenyl)- 179 C10H13NO2 000101-91-7 22
Abundance Scan 847 (11.268 min): BF087393.D (-845) (-) m/z 55.10 100.00%
. W
11,00 11.20 1140 11.60
0 m/z 41.10 95 .52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16970: Bicyclo[2.2.1]heptane, 1,3,3-trimethyl-
81
123
67
5000 41 95 L SN BRI UL U
55 11.00 11.20 11.40 11.60
109 m/z 109.10 80.11%
0'"I'”'IL'jW'Hhﬂl”'wl'J”l"ﬂgﬁ'"I'”'I"'W'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109
43 R SRR DU B B
11.00 11.20 11.40 11.60
5000 67 m/z 179.20 62.43%
137
55 81 152
91 119
G L L S LS B L WL WL AL SIS B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17564: 2,6-Heptadienal, 2,4-dimethyl- R e R
7 109 11.00 11.20 11.40 11.60
69 m/z 97.10 59 .54%
5000
123
27
0..1.5 || w ‘.‘ \H‘Im‘ .‘...i...1.3|8....|....|....|. e
m/z--> 20 20 120 140 160 180 200 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087393.D

Aca On : 26 May 2016 3:37

Operator : UM/SJ

Sample : H3212-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 10 unknownl11.47

Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
11.47 3.28 ng 131634 Acenaphthene-d10 12.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 l.alpha..2.beta..3.alpha..4.beta... 126 C9H18 002532-67-4 49
2 2-Octene. 4-ethvl-. (BE)- 140 C10H20 074630-09-4 46
3 2-Octene. 2.6-dimethvl- 140 C10H20 004057-42-5 46
4 2-Heptene. 4-methvl-. (E)- 112 C8H16 066225-17-0 38
5 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 38

Abundance Scan 865 (11.474 min): BF087393.D (-862) (-) m/z 69.10 100.00%
41 69
55
5000 83 111
95 191
II‘ ‘ i || 131 15 16p" 13 210 1120 11.40 11.60 11.80
0...,....,.... MLl bl m/z 41.10 81.43%
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #11631. 1.alpha.,2.beta.,3.alpha.,4.beta.-Tetramethylcyclo...
69
4l 55 84
5000 L B UL BUILE R
- 11,20 11.40 11.60 11.80
126 m/z 55.10 69.29%
14
0 | “ \M \‘\ \‘ \“
"w"'w"'w"'w'"w"'w"'w"'w"'w"'w"'w
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
55
6 1120 11.40 11.60 11.80
5000 m/z 57.10 69.13%
41 83
29 %8 111 140
e O L S S L WL B B B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17999: 2-Octene, 2,6-dimethyl- R B e
41 69 11.20 11.40 11.60 11.80
m/z 70.10 45.94%
55
- M
83 140
m/z--> 60 80 100 120 140 160 180 200 11,20 11.40 11.60 11.80

8270-BF052316.M Thu May 26 18:37:46 2016

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087393.D

Aca On : 26 May 2016 3:37

Operator : UM/SJ

Sample : H3212-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 1H-Indene, octahydro-2,3a,4... Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
11.85 3.72 ng 149394 Acenaphthene-d10 12.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. octahvdro-2.3a.4-trim... 208 C15H28 031230-13-4 59
2 2.4-Heptadiene. 2.6-dimethvl- 124 C9H16 004634-87-1 46
3 cis-Octahvdro-1.4-naphthalenedione 166 C10H1402 002717-36-4 43
4 1.3-Bis(bromomethvl)cvclohexane 268 C8H14Br2 1000216-89-9 43
5 Cyclopropane, 1,1-dimethyl-2-(2-... 124 C9H16 033422-32-1 38

Abundance Scan 898 (11.851 min): BF087393.D (-896) (-) m/z 109.10 100.00%
109
41 95
55
5000 165
135 149 160193204 " 1160 11.80 12.00 12.20
o} m/z 41.10 61.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67977: 1H-Indene, octahydro-2,3a,4-trimethyl-2-(1-methyle...
109 165
95
5000 LR SUNILE SO BN SUM
55 69 g9 11.60 11.80 12.00 12.20
‘ 123 m/z 95.10 60.85%
o I ) [ 1 WP,.HM.,‘..}??.%?{,u‘...,.}??,??é.,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109
67 1160 11.80 12.00 12.20
5000 124 m/z 55.10 52.21%
41 55 81
29 95
o L L L UL UL L B B L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34857: cis-Octahydro-1,4-naphthalenedione L e e
109 166 11.60 11.80 12.00 12.20
m/z 165.20 39.88%
5000 56 ., 81
151
2 u | 95 124 138
0.}?.w.ﬂh.Nw.¢.WM.NM.JMWw..M..aw.h.w..”,..”, N
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20

8270-BF052316.M Thu May 26 18:37:47 2016

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087393.D

Aca On : 26 May 2016 3:37

Operator : UM/SJ

Sample : H3212-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 Decahydro-4,4,8,9,10-pentam...

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.91 21.88 ng 878826 Acenaphthene-d10 12.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 56
2 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 50
3 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 35
4 S-Phenvl 5-(phenvithio)pentaneth... 302 C17H180S2 1000234-40-7 27
5 2-Anthracenamine 193 C14H11N 000613-13-8 27

Abundance Scan 903 (11.908 min): BF087393.D (-900) (-) m/z 193.20 100.00%
H3
41 69
5000
—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—v-r
11.60 11.80 12.00 12.20
o 147 162175 || 208 m/z 41.10 68.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193
123
5000 69 95109 LA L L L L L LB L |
137 11.60 11.80 12.00 12.20
151 208 m/z 69.10 62.19%
0||||||||||||‘|||‘lh:|“l‘l||‘l|“ ||‘||‘|||1|6|5|]|-?|9||i‘||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
193
69
83 123 137 L BUARURE UL IR UM
a1 109 11.60 11.80 12.00 12.20
5000 55 95 m/z 55.10 57.04%
29
0 152 165 179 208
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone T
193 11.60 11.80 12.00 12.20
m/z 123.10 48.86%
123
5000
150
95
oL1527 425 75 | 109 | 135 | 164178 |
m/z--> 20 40 60 80 100 120 140 160 180 200 11,60 11.80 12.00 12.20

8270-BF052316.M Thu May 26 18:37:47 2016

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087393.D

Aca On : 26 May 2016 3:37

Operator : UM/SJ

Sample : H3212-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 1-Bromo-1-methyl-1-silacycl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.16 11.30 ng 453642 Acenaphthene-d10 12.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Bromo-1l-methvl-1-silacvclohexane 192 C6H13BrSi 085125-32-2 53
2 Neopentvlidenecvclohexane 152 C11H20 039546-80-0 38
3 Bicvclol3.1.1Theptan-2-one. 6.6-... 138 C9H140 038651-65-9 38
4 Naphthalene. 2-(1.1-dimethvlethy... 208 C15H28 054934-96-2 35
5 Bicyclo[3.1.1]heptan-3-one, 2-et... 166 C11H180 1000163-95-8 22
Abundance Scan 925 (12.159 min): BF087393.D (-923) (-) m/z 41.10 100.00%
T “/»AJ\/\KJMAWAVJ\)\f
69
95 193
83
5000 109 123
| 11.80 12.00 12.20 12.40
O m/z 55.10 84 .69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54794: 1-Bromo-1-methyl-1-silacyclohexane
97
177
113 192
166
5000 43 136 1 LRI SN SN UL
85 25 11,80 12.00 12.20 12.40
‘ W m/z 69.10 78.59%
oL MM“ ‘M‘HH\ \‘HH‘M H\ ‘\ m H ‘ M.Mi ! M\I I\I‘\I : 'w — .‘ ‘. T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
69
81 11.80 12.00 12.20 12.40
5000 4 o5 109 137 m/z 193.20  61.89%
55 152
29
15 123
e I UL S I B S WL L WA LI
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17642: Bicyclo[3.1.1]heptan-2-one, 6,6-dimethyl-, (1R)- R R R e LR
83 11.80 12.00 12.20 12.40
m/z 95.10 61.24%
27 41 109
\\ \ ks
0 lel ‘H “l||“|‘||‘|‘||i‘||||‘||||||||||||||||||||| R A e e o
m/z--> 80 100 120 140 160 180 200 220 11.80 12.00 12.20 12.40

8270-BF052316.M Thu May 26 18:37:48 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087393.D

Aca On : 26 May 2016 3:37

Operator : UM/SJ

Sample : H3212-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 unknownl2.24 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.24 28.07 ng 1127430 Acenaphthene-d10 12.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl-3-pent... 224 C1l6H32 062376-17-4 46
2 Neopentvlidenecvclohexane 152 C11H20 039546-80-0 38
3 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 35
4 Cvclohexane. 1.2.4.5-tetraethvl-... 196 C14H28 061142-24-3 27
5 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 22
Abundance Scan 932 (12.239 min): BF087393.D (-929) (-) m/z 41.10 100.00%
6 MWM
5000
12.00 12.20 12.40 12.60
o 208 224 m/z 55.10 98.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81267: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-
55 69 83 O’
5000 4 LR UL SURRULA BN
111 153 12,00 12.20 12,40 12.60
29 m/z 69.10 91.85%
ol i i) 126139 \“ 167 181 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
69
81 12,00 12:20 12.40 12.60
5000 4 o5 100 137 m/z 193.20  78.03%
55 152
29
0 15 123
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans- T T T
69 193 12.00 12.20 12.40 12.60
83 123 157 m/z 97.10 58.16%
41 109
5000 55 95
29
bt W L | as2aesare | 28
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12,00 12.20 12,40 12.60

8270-BF052316.M Thu May 26 18:37:49 2016 Page: 14



Library Search

Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087393.D

Aca On : 26 May 2016 3:37

Operator : UM/SJ

Sample : H3212-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 Naphthalene, 1,6,7-trimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
1203 14.15ng 568207  Acenaphthene-d10 12.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Naphthalene. 1.6.7-trimethvi- 170 C13H14 002245-38-7 96

2 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 95
3 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 92
4 Naphthalene. 1.4.5-trimethvl- 170 C13H14 002131-41-1 90
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 90
Abundance Scan 992 (12.925 min): BF087393.D (-990) (-) m/z 155.10 100.00%
1%5 170
41 S5
000 °
5
81 95
109123137 193 Tryfrrrryrrrryrrrr|rrrr
207 999 12.60 12.80 13.00 13.20
0 m/z 170.10 96.65%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #38372: Naphthalene, 1,6,7-trimethyl-
155 170
5000
12.60 12.80 13.00 13.20
m/z 55.10 72.18%
115128 141
o SUBN I < T N Ml | Y
m/z--> 2|0 4|0 6|0 8|O 1(|)O 12|O 140 160 180 2(30 250 I
Abundance
170
155 12.60 12.80 13.00 13.20
5000 m/z 41.10 69.90%
oL 28 4153 71 85 102115 128 141
m/z--> 2|0 4|0 6|0 8|O 1(|)O 12|O 14|10 160 180 2CI)O 250 I
Abundance #38369: Naphthalene, 1,4,6-trimethyl- B M
155 12.60 12.80 13.00 13.20
170 m/z 69.10 54_17%
5000
115128
51 63 77 141 ‘
Ob oo ...,...N,w%?.ﬁo?...,.v..“.wﬂl,ﬁjh. S — —
m/z--> 200 40 60 80 100 120 140 160 180 200 220 12. 60 12. 80 13. OO 13.20

8270-BF052316.

M Thu May 26 18:37:50 2016

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087393.D

Aca On : 26 May 2016 3:37

Operator : UM/SJ

Sample : H3212-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 unknownl3.04 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.04 9.26 ng 371871 Acenaphthene-d10 12.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diallvidivinvisilane 164 C10H16Si 119901-88-1 47
2 Phorone 138 C9H140 000504-20-1 46
3 Pentanamide. N-(4-methoxvphenvl)- 207 C12H17NO2 1000306-89-3 43
4 1-Trimethvisilvlpent-1-en-4-vne 138 C8H14Si 079516-25-9 43
5 1,3-Benzenediamine, 4-methoxy- 138 C7H10N20 000615-05-4 43

Abundance Scan 1002 (13.039 min): BF087393.D (-1000) (-) m/z 123.10 100.00%
123
41 55
69
5000 81
o5 109
. 207 T
222 12.80 13.00 13.20 13.40
o b LA 238 m/z 41.10 56.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33581: Diallyldivinylsilane
123
95
5000 55 LR UL SURRLN SN B
83 12.80 13.00 13.20 13.40
3 m/z 55.10 55.40%
L e
O T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
123
" 12:80 13.00 13.20 13.40
5000 55 83 m/z 69.10 48.16%
39
2 67 Puios
o 15 138
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66822: Pentanamide, N-(4-methoxypheny!l)- T
123 12.80 13.00 13.20 13.40
m/z 81.10 41.91%
5000
108 207
o 2941 57 80 95 | | 136149 165178
m/z--> 20 4b eb éo 160 120 140 1éo 180 200 220 240 12.80 13.00 13.20 13.40

8270-BF052316.M Thu May 26 18:37:51 2016

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087393.D

Aca On : 26 May 2016 3:37

Operator : UM/SJ

Sample : H3212-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 1-Isopropenylnaphthalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.37 12.33 ng 495180 Acenaphthene-d10 12.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Isopropenvlnaphthalene 168 C13H12 001855-47-6 74
2 Naphthalene. 1-(2-propenvl)- 168 C13H12 002489-86-3 70
3 1.1°-Biphenvl. 2-methvl- 168 C13H12 000643-58-3 59
4 1.1"-Biphenvl. 4-methvl- 168 C13H12 000644-08-6 49
5 1,1"-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 49
Abundance Scan 1031 (13.371 min): BF087393.D (-1029) (-) m/z 168.10 100.00%
148
153
5000
83
39 51 63 97 115,139 184 13.00 13.20 13.40 13.60
o 12 k06 212224 TRs77153.10  71.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36895: 1-1sopropenylnaphthalene
153
168
5000 AR SRR BN SULLIE I

13. OO 13 20 13. 40 13.60

m/z 167.10 62.27%
27395163 8 105 126139 | |
Ot et el pl et el el
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
153 168
e
13.00 13.20 13.40 13.60
5000 115 m/z 165.10 43.58%
141
63 83
14 27 39 51 100 | 128
o) o NS T S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36907: 1,1'-Biphenyl, 2-methyl- R R REEEE T
168 13.00 13.20 13.40 13.60
m/z 152.10 39.74%
5000
153
27 39 51 63 ” 102115128 141 H
O e e e ”.. R AR EERT R e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13. OO 13.20 13.40 13.60

8270-BF052316.M Thu May 26 18:37:51 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087393.D

Aca On : 26 May 2016 3:37

Operator : UM/SJ

Sample : H3212-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 1,4,5,8-Tetramethylnaphthalene Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.02 8.17 ng 343320 Phenanthrene-d10 14.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4.5.8-Tetramethvlnaphthalene 184 Cl14H16 002717-39-7 89
2 Chamazulene 184 C14H16 000529-05-5 89
3 Naphthalene. 1.2.3.4-tetramethvl- 184 Cl14H16 003031-15-0 70
4 3.4.4-Trimethvl-5-methvlene-2-et... 184 C9H16N2S 037120-36-8 60
5 6"-Methyl-2"-acetonaphthone 184 C13H120 024875-94-3 60
Abundance Scan 1088 (14.022 min): BF087393.D (-1086) (-) m/z 169.10 100.00%
9

5000

13.80 14.00 14.20 14.40
209 229
0 244 m/z 57.10 96.46%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48928: 1,4,5,8-Tetramethylnaphthalene
184

169

85 g9 113 ;55141

5000 L o ERmme e
13. 80 14. OO 14 20 14. 40

m/z 184.20 79 .43%

153
27 39 51 63 77 89 102115128141 T

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

169 184

13.80 14.00 14.20 14.40
5000 m/z 71.10 63.64%

153
073951 63 77 92 115128141

m/z--> 2IO 4I0 6I0 8IO l(I)O 12IO léIlO l(liO 18I0 200 250 24I10 I

Abundance #48934: Naphthalene, 1,2,3,4-tetramethyl- R  RREEEEES e

169 184 13.80 14.00 14.20 14.40
m/z 43.10 48.67%

5000

141153
273951 63 77 g2 1S1BTITT L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13. 80 14. OO 14 20 14. 40

8270-BF052316.M Thu May 26 18:37:52 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087393.D

Aca On : 26 May 2016 3:37

Operator : UM/SJ

Sample : H3212-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 19 Phenanthrene, 2,3,5-trimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
17.01 6.75 ng 216764 Chrysene-di12 18.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.3.5-trimethvl- 220 C17H16 003674-73-5 90
2 1-(4-Methviphenvl)-4-phenvlbuta-... 220 C17H16 037985-11-8 72
3 9-Ethvl-10-methvlanthracene 220 C17H16 019713-49-6 60
4 Pvrrololl.2-althienol2.3-dlpvrim... 220 C11H12N20S 056929-61-4 52
5 Coumarin-6-o0l, 3,4-dihydro-4,4,5... 220 C13H1603 050442-68-7 50

Abundance Scan 1349 (17.006 min): BF087393.D (-1347) (-) m/z 220.20 100.00%
20
205
5000
240 16.60 16.80 17.00 17.20 17.40
0 259 219 298 m/z 205.10 53.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #77700: Phenanthrene, 2,3,5-trimethyl-
220
205
5000 LN SO BRI I
16.60 16.80 17.00 17.20 17.40
101 m/z 189.10 24 .22%
ol 129 151165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
220
205 LN SUNIR B I
16.60 16.80 17.00 17.20 17.40
5000 m/z 202.10 21.66%
105 128
77
39 53 143 163178

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #77697: 9-Ethyl-10-methylanthracene L AR

2 16.60 16.80 17.00 17.20 17.40
m/z 221.20 18.92%

5000

27 51 77 O 127 151165 189

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

T T T T T
16.60 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087393.D

Aca On : 26 May 2016 3:37

Operator : UM/SJ

Sample : H3212-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 20 _beta.-iso-Methyl ionone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.04 11.61 ng 315597 Perylene-d12 20.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 70
2 2-Fluoro-3-trifluoromethvlbenzoi... 290 C14H14F402 1000357-64-2 35
3 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 27
4 3-Fluoro-4-trifluoromethvlbenzoi... 420 C14H4CI14F402 1000360-60-1 27
5 2-Fluoro-3-trifluoromethylbenzoi... 420 C14H4Cl14F402 1000357-27-0 27
Abundance Scan 1702 (21.040 min): BF087393.D (-1700) (-) m/z 191.15 100.00%
191
95
69
50001 49 123
T " 20080 21,00 21130 2140
219 313 397 - - - -
ol A L Jaoy” 205066 201509 339 309 B "m/z 95.10  66.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone
191
5000{ 28 HR AU SN B B
20.80 21.00 21.20 21.40
o5 135 163 m/z 81.10 58.61%
0...| \“\h““ll‘lwl ‘........|....|....|..
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
82 ' 20.80 21.00 21,20 21.40
5000 m/z 69.10 50.46%
163
55
o 27 113 143 219 271
m/z--> 50 100 150 200 250 300 350 400
Abundance #66146: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl) LB e
191 20.80 21.00 21.20 21.40
m/z 55.10 42 .66%
5000 57
107 149
0.2.9.‘|‘.‘.8‘.‘1.“|“‘.‘.“.“‘.L|‘.‘.“. L SN
m/z--> 50 100 150 200 250 300 350 400 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052516\
Data File : BF087393.D

Acq On : 26 May 2016 3:37

Operator : UM/SJ

Sample - H3212-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .19 7.19 90.6 ng 3552450 1 7.52 784346 20.0
Cyclopentane, butyl- 9.91 3.7 ng 196941 2 9.55 1067630 20.0
unknown10.17 10.17 4.0 ng 214619 2 9.55 1067630 20.0
Zinc, bis[2-(1,1-... 10.30 4.3 ng 232424 2 9.55 1067630 20.0
unknownll.12 11.12 8.0 ng 320738 3 12.39 803209 20.0
unknownll.27 11.27 4.6 ng 185934 3 12.39 803209 20.0
unknownll._47 11.47 3.3 ng 131634 3 12.39 803209 20.0
1H-Indene, octahy... 11.85 3.7 ng 149394 3 12.39 803209 20.0
Decahydro-4,4,8,9... 11.91 21.9 ng 878826 3 12.39 803209 20.0
1-Bromo-1-methyl-_.. 12.16 11.3 ng 453642 3 12.39 803209 20.0
unknownl12 .24 12.24 28.1 ng 1127430 3 12.39 803209 20.0
Naphthalene, 1,6,... 12.93 14.2 ng 568207 3 12.39 803209 20.0
unknownl13.04 13.04 9.3 ng 371871 3 12.39 803209 20.0
1-Isopropenylnaph... 13.37 12.3 ng 495180 3 12.39 803209 20.0
1,4,5,8-Tetrameth... 14.02 8.2 ng 343320 4 14.79 840668 20.0
Phenanthrene, 2,3... 17.01 6.8 ng 216764 5 18.48 642506 20.0
-beta.-iso-Methyl... 21.04 11.6 ng 315597 6 20.15 543558 20.0
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