LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
Data File : BF087512.D

Acq On : 29 May 2016 10:00

Operator : UM/SJ

Sample - H3222-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\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 height area % max. total
1 4.730 274 275 283 rBY 22270 87339 2.15% 0.241%
2 5.370 329 331 352 rBVY 777506 1786961 43.96%  4.923%
3 6.159 397 400 406 rBvY 30717 69123 1.70% 0.190%
4 6.867 459 462 464 rBvV 37455 72940 1.79% 0.201%
5 6.982 470 472 475 rBV 32947 51883 1.28% 0.143%

7.027 475 476 482 rVvV 513345 1029991 25.34% 2.838%
7.119 482 484 492 rVB 2097295 3269154 80.43% 9.006%
rvB3 32781 78889 1.94% 0.217%
7.473 512 515 527 rBV 416084 867807 21.35% 2.391%
7.702 532 535 542 rBV 2080943 3025560 74.44% 8.335%
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11 7.804 542 544 549 rVB 38278 50434 1.24% 0.139%
12 7.885 549 551 559 rvB2 112279 225066 5.54% 0.620%
13 8.022 559 563 573 rBv4 93065 295452 7.27% 0.814%
14 8.170 573 576 579 rBvV2 47151 85759 2.11% 0.236%
15 8.239 579 582 585 rvB3 22227 43460 1.07% 0.120%

16 8.319 585 589 590 rBV3 47408 128553 3.16% 0.354%
17 8.387 590 595 602 rvv2 1809127 2912973 71.67% 8.025%

18 8.559 609 610 613 rVB 60094 74333 1.83% 0.205%
19 8.719 622 624 629 rVB2 91600 144896 3.56% 0.399%
20 8.822 629 633 635 rBv2 42234 57584 1.42% 0.159%
21 8.867 635 637 639 rvB2 33714 44788 1.10% 0.123%
22 8.970 643 646 647 rBvV 55595 95209 2.34% 0.262%

23 8.993 647 648 653 rvB2 110301 217552 5.35% 0.599%
24 9.096 654 657 661 rvB2 56283 113174 2.78% 0.312%

25 9.187 663 665 669 rBv2 30019 74022 1.82% 0.204%
26 9.279 671 673 678 rVB5 31930 73458 1.81% 0.202%
27 9.382 678 682 683 rBvV3 25705 57678 1.42% 0.159%
28 9.416 683 685 687 rvB 41838 52254 1.29% 0.144%

29 9.496 690 692 699 rvv 789241 1349609 33.20% 3.718%
30 9.599 699 701 709 rVvB3 98476 218778 5.38% 0.603%

31 9.908 726 728 731 rVB3 33910 52217 1.28% 0.144%
32 9.976 731 734 737 rBv4 39102 80833 1.99% 0.223%
33 10.216 752 755 757 rBV3 33896 86342 2.12% 0.238%

34 10.273 757 760 762 rvv2 122796 229601 5.65% 0.633%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
Data File : BF087512.D

Acq On : 29 May 2016 10:00

Operator : UM/SJ

Sample - H3222-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

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

35 10.342 763 766 770 rvV 139252 264514 6.51% 0.729%

36 10.445 770 775 778 rvv2 52363 160656 3.95% 0.443%

37 10.490 778 779 782 rVB 41806 47682 1.17% 0.131%
38 10.548 782 784 785 rBV2 28925 45642 1.12% 0.126%
39 10.582 785 787 791 rvVvB2 56859 89237 2.20% 0.246%
40 10.650 791 793 796 rBV3 27560 65304 1.61% 0.180%
41 10.776 799 804 805 rBVS5 33165 92051 2.26% 0.254%
42 10.810 805 807 810 rvv 306108 416802 10.25% 1.148%
43 10.868 810 812 816 rVB4 30952 51857 1.28% 0.143%
44 10.982 820 822 826 rVB3 34697 58934 1.45% 0.162%
45 11.085 828 831 832 rBV 52387 74388 1.83% 0.205%
46 11.153 835 837 840 rVvB 46821 73848 1.82% 0.203%
47 11.211 840 842 845 rBV3 29974 46706 1.15% 0.129%

48 11.279 845 848 851 rBV 3188511 4064576 100.00% 11.198%
49 11.485 863 866 868 rBV3 79650 158041 3.89% 0.435%
50 11.531 868 870 873 rvv3 74578 158415 3.90% 0.436%

51 11.576 873 874 878 rVB3 58429 96638 2.38% 0.266%
52 11.748 886 889 890 rBV3 37224 69303 1.71% 0.191%
53 11.782 890 892 893 rvv 49585 81939 2.02% 0.226%
54 11.805 893 894 896 rvv2 75090 105438 2.59% 0.290%
55 11.851 896 898 901 rvVvB5 49684 89858 2.21% 0.248%

56 11.976 906 909 916 rvv3 239585 474693 11.68% 1.308%
57 12.113 919 921 926 rVB3 92832 181439 4._46% 0.500%

58 12.216 929 930 932 rBV2 26154 42186 1.04% 0.116%
59 12.319 937 939 943 rBV 718338 1144025 28.15% 3.152%
60 12.376 943 944 947 rVB2 39678 62976 1.55% 0.173%
61 12.594 961 963 967 rBv4 29242 77262 1.90% 0.213%
62 12.834 980 984 985 rBv4 61476 131129 3.23% 0.361%
63 12.868 985 987 989 rVB3 56986 98500 2.42% 0.271%
64 13.096 1005 1007 1010 rBvV4 38390 77303 1.90% 0.213%

65 13.154 1010 1012 1017 rvv4 47436 101372 2.49% 0.279%

66 13.234 1017 1019 1022 rVB2 46619 74726 1.84% 0.206%
67 13.508 1040 1043 1046 rBvV 161046 228670 5.63% 0.630%
68 13.622 1050 1053 1062 rBV 1710965 2975810 73.21% 8.198%
69 13.931 1076 1080 1085 rVB7 66110 215223 5.30% 0.593%
70 14.399 1119 1121 1124 rBV3 26220 52490 1.29% 0.145%

71 14.514 1129 1131 1134 rVB 74272 103867 2.56% 0.286%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
Data File : BF087512.D

Acq On : 29 May 2016 10:00

Operator : UM/SJ

Sample - H3222-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 14.731 1147 1150 1156 rBV 764014 1001881 24.65% 2.760%
73 15.725 1235 1237 1244 rVB 144574 269496 6.63% 0.742%
74 16.823 1331 1333 1337 rBV2 68416 146088 3.59% 0.402%
75 16.925 1340 1342 1345 rVB 94249 118544 2.92% 0.327%

76 17.085 1353 1356 1359 rBV 3217624 3676211 90.45% 10.128%

77 17.851 1421 1423 1426 rBV 46051 66493 1.64% 0.183%
78 17.920 1427 1429 1434 rVB2 47222 67873 1.67% 0.187%
79 18.354 1464 1467 1472 rBv4 29683 70049 1.72% 0.193%

80 18.434 1472 1474 1484 rVB 582256 829826 20.42% 2.286%

81 20.114 1619 1621 1626 rBV 357263 594915 14.64% 1.639%

Sum of corrected areas: 36298548
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
Data File : BF087512.D

Acq On : 29 May 2016 10:00

Operator : UM/SJ

Sample : H3222-01

Misc :

ALS Vial : 36 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

Abundance TIC: BF087512.D

3500000
3000000

2500000

7.12 7.70
2000000 8.39

1500000

1000000 5.37

7.0
500000 7.47

4.73 6.16 6. 7.

e e = = R e L A S

T T T T T T T
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
Abundance TIC: BF087512.D

I T
8.00 8.50

T
9.00

3500000 11.28
3000000
2500000
2000000 13.62
1500000

1000000

500000

9. 60 012 AR o mRdgIas
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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: BF087512.D

3500000{ 1709
3000000
2500000
2000000
1500000
1000000
18.43

500000 20.11
16162 11892 18

S e e e e e B B i i B

Time--> 17.00 1750 1800 1850 19.00 1950 20.00 2050 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\BF052816\
Data File : BF087512.D

Acq On : 29 May 2016 10:00

Operator : UM/SJ

Sample : H3222-01

Misc :

ALS Vial : 36 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

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 unknown7.12 Concentration Rank 1

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

7.12 75.34 ng 3269150 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 22
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22

Abundance Scan 484 (7.119 min): BF087512.D (-482) (-) m/z 132.00 100.00%
132
5000 68 /&
40 75 *® ‘ 6.80 7.00 7.20 7.40
104
o..,....,....,...!,|”‘.‘7-" 61"|..':-.,..?‘.7,...'.,.'!..,.1.1.5.,....,'...,.. m/z 68.10 50.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U S UL L
6.80 7.00 7.20 7.40
78 m/z 66.05 36.04%

..,....,....,‘...w,.:..,H...,...:,....,....,....,....,....,....,‘.....
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

6.80 7.00 7.20 7.40

5000 97 m/z 134.00 31.84%
70
31
4481 00177 g5 105 116

wwwwmwwwmmm

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- R A R

132 6.80 7.00 7.20 7.40

m/z 69.10 21.81%

5000
63 go 104
15 28 39 % 7 7 | |, 116 \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
Data File : BF087512.D

Acq On : 29 May 2016 10:00

Operator : UM/SJ

Sample : H3222-01

Misc :

ALS Vial : 36 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

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

Peak Number 3 Benzene, 1,3-diethyl- Concentration Rank 5

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

7.88 5.19 ng 225066 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 97
2 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 97
3 Benzene, 1,4 diethyl- 134 C10H14 000105-05-5 93
4 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 87
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 87

Abundance Scan 551 (7.885 min): BF087512.D (-549) (-) m/z 105.10 100.00%
105 119
5000 oL 134
77 A.........” AV NIVAVAN

7.60 7.80 8.00 8.20
..,....,....,....','....:|:-..., ...,...|!|,....,:-...,.'!!.,~..'.~|.~!....,..'..,.. m/z 119.10  99.59%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14844: Benzene, 1,3-diethyl-
105 119
5000 134
7.60 7.80 8.00 8.20
91 m/z 134.10 43 .58%
..,....,...‘.‘,....‘,....,‘...5.8;.‘.‘..,...‘l,....,....,.‘ll.,..‘.‘.l..1.2.7,..‘..,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105 119
7.60 7.80 8.00 8.20
5000 134 m/z 91.10 34.29%
91
i
39
15 27 ! 5g 65 98 127
wwwmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14841: Benzene, 1,4-diethyl-
105 119 7.60 7.80 8.00 8.20
m/z 77.10 21.85%
5000 134
91
B A XYY ST A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
Data File : BF087512.D

Acq On : 29 May 2016 10:00

Operator : UM/SJ

Sample : H3222-01

Misc :

ALS Vial : 36 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

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 Benzene, 1,2-diethyl- Concentration Rank 3

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

8.02 6.81 ng 295452 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 96
2 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 90
3 Benzene, 1,3 -diethyl- 134 C10H14 000141-93-5 76
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 76
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 70

Abundance Scan 563 (8.022 min): BFO87512D(?)59)() m/z 105.10 100.00%
105 119
134
5000 g &
||| | I | E“ 4 || 7.60 7.80 8.00 8.20 8.40
SN 1 v N VIS s O T m/z 119.10 91.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14837: Benzene, 1,2-diethyl-
105 19
5000 01 134
7.60 7.80 8.00 8.20 8.40
77 m/z 134.10 48.66%
27 39 65
“|'+?'|'“h|"'“""w'“'|”J'w"'H|“"|"gﬁ'tl'v'tkl'}%z"“'l“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105 119
7.60 7.80 8.00 8.20 8.40
5000 91 134 m/z 91.10 45 _05%
39 51 4
15 27 58 %
mmmmmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14843: Benzene, 1,3-diethyl-
105 149 7.60 7.80 8.00 8.20 8.40
m/z 83.10 36.96%
5000 134
77 91
..,....,...‘.‘,....‘,‘....g‘....,....,...‘l‘,....,‘...9.8.‘ll.1?.2.‘.‘..1.2.7,..‘..,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
Data File : BF087512.D

Acq On : 29 May 2016 10:00

Operator : UM/SJ

Sample : H3222-01

Misc :

ALS Vial : 36 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

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 Benzene, 2-butenyl- Concentration Rank 14

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

8.32 2.96 ng 128553 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-butenyl- 132 C10H12 001560-06-1 96
2 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 93
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 93
4 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 93
5 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 91

Abundance Scan 589 (8.319 min): BF087512.D (-585) (-) m/z 117.10 100.00%
117
5000 132
91
39 51 65 77 ‘ 105 ‘ I 148 8.00 8.20 8.40 8.|60
rerererrree i e bl Ll 28T 7727132 100 40.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14042: Benzene, 2-butenyl-
117
132
5000 91 SRR SRR AR AR
8.00 8.20 8.40 8.60
/z 115.00 36 .69%
39 51 65 45 m
27
..,.1..5.,...‘l,....,‘....H:‘...,a‘:‘..,.aa‘l,....‘,:...,lﬂ:?. ...l,...‘l‘,‘.‘...,....,....
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
800 8.20 840 860
5000 m/z 91.05 29.84%
132
91
77
5 2 39 51 65 105
Wmmwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14070: Benzene, (2-methyl-1-propenyl)-
117 8.00 8.20 8.40 8.60
m/z 133.10 15.59%
132
5000 91
39 51 65 4
..,.1..5.,..2.‘:7,....‘,‘....Ha‘..a,l‘l‘..,.H‘l,....‘,:...,19::?.,...l,...l‘,‘.‘...,....,....
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
Data File : BF087512.D

Acq On : 29 May 2016 10:00

Operator : UM/SJ

Sample : H3222-01

Misc :

ALS Vial : 36 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

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 Benzene, 1l-ethyl-3,5-dimethyl- Concentration Rank 20

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

8.72 2.15 ng 144896 Naphthalene-d8 9.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 94
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94

Abundance Scan 624 (8.719 min): BF087512.D (-622) (-) m/z 119.10 100.00%
119
5000 134
39 91
51 65 77 | 103111 8.40 8.60 8.80 9.00
e el e e | M/Z 13410 A1.19%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14878: Benzene, 1-ethyl-3,5-dimethyl-

5000
8.40 8.60 8.80 9.00

m/z 91.10 17.05%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance
119
8.40 8.60 8.80 9.00
5000 m/z 39.10 11.46%
134
91
27 4l 515865 77 103 127
Wmmmmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14906: Benzene, 1-methyl-3-(1-methylethyl)- R R ma AR
119 8.40 8.60 8.80 9.00

m/z 120.10 10.36%

5000

134
91
15 27 41 515865 77

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
Data File : BF087512.D

Acq On : 29 May 2016 10:00

Operator : UM/SJ

Sample : H3222-01

Misc :

ALS Vial : 36 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

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 1-Phenyl-1-butene Concentration Rank 12

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

8.99 3.22 ng 217552 Naphthalene-d8 9.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenyl-1-butene 132 C10H12 000824-90-8 95
2 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 93
3 Benzene, 1l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 93
4 Benzene, l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 91
5 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 87

Abundance Scan 648 (8.993 min): BF087512.D (-647) (-) m/z 117.10 100.00%
117
5000 13
91 '|"/'\'|""|""|""|"
39 51 g5 77 105 148 8.60 8.80 9.00 9.20 9.40
m/z 132.10 36.33%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14034: 1-Phenyl-1-butene

117

5000
8.60 8.80 9.00 9.20 9.40

m/z 115.10 28 .05%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance

117

130 8.60 8.80 9.00 9.20 9.40
5000 m/z 91.05 20.27%

91
o7 39 51 65 77

104
Wmmmﬂmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #14056: Benzene, 1-ethenyl-3-ethyl- A A B
8.60 8.80 9.00 9.20 9.40

m/z 119.10 14 _.52%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.60 8.80 9.00 9.20 9.40

8270-BF052316.M Tue May 31 19:27:46 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
Data File : BF087512.D

Acq On : 29 May 2016 10:00

Operator : UM/SJ

Sample : H3222-01

Misc :

ALS Vial : 36 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

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 Benzene, (2-methyl-1-butenyl)- Concentration Rank 11

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

9.60 3.24 ng 218778 Naphthalene-d8 9.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 91
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 91
3 Benzene, 1-methyl-4-(1-methyl-2-.__. 146 C11H14 097664-18-1 91
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
5 Benzene, l-methyl-3-(1-methyl-2-_._. 146 C11H14 052161-57-6 90

Abundance Scan 701 (9.599 min): BF087512.D (-699) (-) m/z 131.10 100.00%
5000
o1 115 146

9.20 9.40 9.60 9.80 10.00

51 63 7 102
e 2 S BT | 12 w2 L 077 146.10  22.18%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21633: Benzene, (2-methyl-1-buteny!)-
131
146
91

5000
9.20 9.40 9.60 9.80 10.00

115 m/z 115.05 16.87%

53 65 77
..,..%.7,...;.)"?....,.‘...,..‘.l,...‘a,.8.4..‘,2...,1.(‘)::‘3..,...‘a,...‘l‘il...,..‘.‘.,....
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131

9.20 9.40 9.60 9.80 10.00
5000 m/z 91.10 15.99%

146

39 51 91 115
27 64 77 g4 " 08105 | 122 | 138

mmmmmmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #21680: Benzene, 1-methyl-4-(1-methyl-2-propenyl)- I EREEEEEEa T
131 9.20 9.40 9.60 9.80 10.00
m/z 116.10 13.16%
5000
91 146
27 39 51 _.65 77 ‘ 1e
e e B A By 98 22l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.20 9.40 9.60 9.80 10.00

8270-BF052316.M Tue May 31 19:27:47 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
Data File : BF087512.D

Acq On : 29 May 2016 10:00

Operator : UM/SJ

Sample : H3222-01

Misc :

ALS Vial : 36 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

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 Benzo[b]thiophene, 2,3-dihy... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.27 3.40 ng 229601 Naphthalene-d8 9.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[b]thiophene, 2,3-dihydro- 136 C8HS8S 004565-32-6 55
2 Benzene, (ethenylthio)- 136 C8HS8S 001822-73-7 55
3 Benzo[c]thiophene, 1,3-dihydro- 136 C8HS8S 002471-92-3 45
4 Pyrazine, 2,6-diethyl- 136 C8H12N2 013067-27-1 45
5 4-Hydroxy-2-methylbenzaldehyde 136 C8H802 041438-18-0 45
Abundance Scan 760 (10.273 min): BF087512.D (-757) (-) m/z 135.00 100.00%
5000 41 91 109
14 132 10.00 10.20 10.40 10.60
m/z 136.00 85.89%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16366: Benzo[b]thiophene, 2,3-dihydro-
135
5000 91 AR SRR U A '|/>"
10.00 10.20 10.40 10.60
39 m/z 41.10 45.21%
2r ER A £ 102119 121
.w.Jw”.h”LNHJ,WAL.L“.J“”.“”..”w”..”l [T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
135
10,00 10.20 10.40 10.60
5000 91 m/z 109.10 41.88%
51
27 39 65 77 109 191
WWWTWWWWWWW
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16365: Benzo[c]thiophene, 1,3-dihydro- R B B L
135 10.00 10.20 10.40 10.60
m/z 91.10 41.76%
5000
91
27 39 515 8 77 | 403197 121
m/z--> 20 30 40 50 60 75 80 90 100 110 120 130 150 150 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
Data File : BF087512.D

Acq On : 29 May 2016 10:00

Operator : UM/SJ

Sample : H3222-01

Misc :

ALS Vial : 36 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

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 1-Adamantanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.34 3.92 ng 264514 Naphthalene-d8 9.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Adamantanol 152 C10H160 000768-95-6 87
2 5,7-Octadien-4-one, 2,6-dimethyl... 152 C10H160 006752-80-3 64
3 5,7-Octadien-4-one, 2,6-dimethyl... 152 C10H160 003588-18-9 53
4 4-Pyridinol 95 C5H5NO 000626-64-2 50
5 Furan, 2-ethyl-5-methyl- 110 C7H100 001703-52-2 33
Abundance Scan 766 (10.342 min): BF087512.D (-763) (-) m/z 95.10 100.00%
95
5000
41 152 LA BN BN SUNE I
55 g7 77 109 129 10.00 10.20 10.40 10.60
erererperreprrhet e 8L 7 119 L 144 | m/z 152.15 14.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25081: 1-Adamantanol
95
5000
10.00 10.20 10.40 10.60
152 m/z 41.10 13.99%
15 27 4 55 67 79 | 109 359 137
m/z--> 15 25 35 45 55 éo fo éo do 160 1io 120 1§0 140 1%0 160
Abundance
95
10,00 10.20 10.40 10.60
5000 m/z 39.10 11.36%
41 67 109 152
31 57 81 137
memﬂmﬁmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25228: 5,7-Octadien-4-one, 2,6-dimethyl-, (2)- R R RAEEEEa s
95 10.00 10.20 10.40 10.60
m/z 94.10 11.31%
5000
41 o
57 ‘ 109 137 192
m/z--> 15 25 35 45 55 éo fo éo do 160 1io 150 130 140 1%0 160 10.00 1020 1040 10.60 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
Data File : BF087512.D

Acq On : 29 May 2016 10:00

Operator : UM/SJ

Sample : H3222-01

Misc :

ALS Vial : 36 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

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 6-Methyl-4-indanol Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.44 2.38 ng 160656 Naphthalene-d8 9.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Methyl-4-indanol 148 C10H120 020294-32-0 76
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 70
3 2-tert-Butyltoluene 148 C11H16 001074-92-6 64
4 Benzene, l-ethyl-3-(1-methylethyl)- 148 C11H16 004920-99-4 58
5 Benzene, l-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 52
Abundance Scan 775 (10.445 min): BF087512.D (-770) (-) m/z 133.10 100.00%
133
5000 148
41 55 95 e SRR I n i e e
|| il 6|7 8|1 0l “ﬁ 115123 | | 10.20 10.40 10.60 10.80
"|""|'"'|""'i"'"'l!!"|'Ill'!'|""|" TN TN TR ||||I| ST TR 18 BN m/z 148.10 42 22y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22620: 6-Methyl-4-indanol
133
148
5000 10.20 10.40 10.60 10.80
ol 105 m/z 147.10 28.37%
¥ 5 65 77 \ 119 M\
mz-> 10 20 3 4 5 80 70 80 80 100 110 120 130 140 150
Abundance
133
10.20 10.40 10.60 10.80
5000 148 m/z 41.10 22 .75%

91
15 27 39 51 65 77 105 115

Wwwmmmmwwmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #22767: 2-tert-Butyltoluene e AEE B e e
105 133 10.20 10.40 10.60 10.80
m/z 55.10 19.84%
5000 41 148
27 ‘ 115
.w””“.ﬂpnw.nﬁmﬂ,w”“”m.”nﬂ”.ﬂ..m.””..”“”w”.w. .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.20 10.40 10,60 10.80

8270-BF052316.M Tue May 31 19:27:50 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
Data File : BF087512.D

Acq On : 29 May 2016 10:00

Operator : UM/SJ

Sample : H3222-01

Misc :

ALS Vial : 36 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

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 unknownl1l1.48 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.48 2.76 ng 158041 Acenaphthene-d10 12.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-2,6-dimethylphenol 156 C8HOCIO 001123-63-3 40
2 2-Chloro-4,5-dimethylphenol 156 C8HOCIO 001124-04-5 38
3 Chloroxylenol 156 C8HOCIO 000088-04-0 25
4 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 25
5 1H-Benzimidazole, 2-(1-methyleth... 160 C10H12N2 005851-43-4 25
Abundance Scan 866 (11.485 min): BF087512.D (-863) (-) m/z 121.05 100.00%
9 1
5000
1120 1140 11.60 11.80
m/z 91.05 93.07%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28912: 4-Chloro-2,6-dimethylphenol
121
156
5000 77 a1 LR UL UL SR UL
11,20 11.40 11.60 11.80
39 51 65 103 m/z 145.10 87.07%
27 141
":L?I .“. i -“|‘- .“l‘. I\HI IH UL I" EI'JI'ZI I" —— “...Ul....l..
m/z--> 20 40 80 100 120 140 160 180
Abundance
121
156 11.20 11.40 11.60 11.80
5000 39 5 7 9 m/z 156.00 71.15%
65
27 141
15 103112
mz-> 20 40 60 80 100 120 140 160 180
Abundance #28901: Chloroxylenol
121 11.20 11.40 11.60 11.80
m/z 135.10 60.66%
156
5000 . 9a
39 51 65
27
; .]-?l .“.‘ —r= .“‘l“. ‘|“‘=‘M' .‘H.“l ] l\ IJI-O\I3EI']|'2| |‘.1.3.0.1?].- — \I\ LB A RE s mamma S
m/z--> 20 40 60 80 100 120 140 160 180 11.20 11.40 11.60 11.80

8270-BF052316.M Tue May 31 19:27:51 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
Data File : BF087512.D

Acq On : 29 May 2016 10:00

Operator : UM/SJ

Sample : H3222-01

Misc :

ALS Vial : 36 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

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 3,5-Dimethyl-1-adamantanol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.53 2.77 ng 158415 Acenaphthene-d10 12.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,5-Dimethyl-1-adamantanol 180 C12H200 000707-37-9 68
2 1,3-Pentadiene, 2,4-di-t-butyl- 180 C13H24 132850-21-6 62
3 Tricyclo[4.3.1.1(3,8)]Jundecane, ... 180 C12H200 021898-95-3 38
4 Methyl 4-fluorobenzoate 154 C8H7F02 000403-33-8 35
5 4-Fluorobenzoic acid, 2-ethylcyc... 250 C15H19F02 1000279-06-0 35
Abundance Scan 870 (11.531 min): BF087512.D (-868) (-) m/z 109.10 100.00%
109 123
5000 43 95
55 67 8l 180 e ——
|| 136 147 175 | 11.20 11.40 11.60 11.80
e S e m/z 123.10 92.07%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45610: 3,5-Dimethyl-1-adamantanol
109 123
5000 L BN SR B U
180 11.20 11.40 11.60 11.80
165 m/z 95.10 45.07%
79
- J..“M. 1 A L ?%“| 1 . A N
m/z--> 20 60 80 100 120 140 160 180
Abundance
57 109 123 165
o 1120 1140 11,60 11.80
5000 41 m/z 43.00  44_.42%
29 67 180
95
137 149
mz-> 20 40 60 80 100 120 140 160 180
Abundance #45630: Tricyclo[4.3.1.1(3,8)]undecane, 1-methoxy- R RREEEE RS EE
109 11.20 11.40 11.60 11.80
m/z 41.10 37.29%
5000
4l 55 67 79 93 | 123 4137 149 465 180
N I | [ A | | 1
mz-> 20 40 60 80 100 120 140 160 180 11.20 11.40 1160 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
Data File : BF087512.D

Acq On : 29 May 2016 10:00

Operator : UM/SJ

Sample : H3222-01

Misc :

ALS Vial : 36 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

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 Naphthalene, 1,3-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.11 3.17 ng 181439 Acenaphthene-d10 12.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 95
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 94
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 94
Abundance Scan 921 (12.113 min): BF087512.D (-919) (-) m/z 141.10 100.00%
141
156
5000
11.80 12.00 12.20 12.40
m/z 156.10 71.52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28479: Naphthalene, 1,3-dimethyl-
141 156
5000
11.80 12.00 12.20 12.40
7 15 o m/z 115.10 30.61%
51 63
L ®S R Teae |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156
e U AR BN BN BN
11.80 12.00 12.20 12.40
5000 m/z 155.10 20.53%
115 1og
14 27 39 51 83 17 g9 405
mz-> 20 40 60 80 100 120 140 160 180
Abundance #28478: Naphthalene, 1,5-dimethyl-
156 11.80 12.00 12.20 12.40
m/z 45.05 19.51%
141
5000
115
15 27 39 51 63 77 89 102 M8 | |
m/z--> 20 40 60 80 100 120 140 160 180 ' 11.80 12.00 12.20 12.40

8270-BF052316.M Tue May 31 19:27:53 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
Data File : BF087512.D

Acq On : 29 May 2016 10:00

Operator : UM/SJ

Sample : H3222-01

Misc :

ALS Vial : 36 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

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 unknownl12.83 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.83 2.29 ng 131129 Acenaphthene-d10 12.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Undecyne 152 C11H20 060212-29-5 35
2 Methyl 2-ethylhexyl phthalate 292 C17H2404 056166-83-7 27
3 1,2-Dimethyl cyclopropene 68 C5H8 014309-32-1 27
4 3-Cyclopropenoic acid,l-butyl, m... 154 C9H1402 067500-40-7 27
5 Pyridine, 2,6-epidioxy-5-ethyl-3... 178 C9H10N202 1000263-31-1 25

Abundance Scan 984 (12.834 min): BF087512.D (-980) (-) m/z 43.10 100.00%

55 163

5000

12.60 12.80 13.00 13.20
m/z 163.05  80.26%

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #25394: 2-Undecyne
i} 9
55
27 67 81
5000
09 12.60 12.80 13.00 13.20
1 m/z 55.10 76.85%
123
B v .“‘;“. ‘, : .“. S —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
163
R mm s B
149 12.60 12.80 13.00 13.20
0
5000 70 m/z 41.10 64.63%
55
83 92 104 181
T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #464: 1,2-Dimethyl cyclopropene A mam T B
27 39 67 12.60 12.80 13.00 13.20
53 m/z 67.05 57.66%
5000
m/z--> 20 40 60 80 100 120 140 160 180 12.60 12.80 13.00 13.20

8270-BF052316.M Tue May 31 19:27:54 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
Data File : BF087512.D

Acq On : 29 May 2016 10:00

Operator : UM/SJ

Sample : H3222-01

Misc :

ALS Vial : 36 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

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 4-Oxatricyclo[4.3.1.1(3,8)]--- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

13.51 4.00 ng 228670 Acenaphthene-d10 12.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Oxatricyclo[4.3.1.1(3,8)]Jundec... 166 C10H1402 021898-84-0 91
2 2H-Indene, 3,3a,4,5,6,7-hexahydro- 122 C9H14 016189-41-6 90
3 Bicyclo(3.3.1)non-2-ene 122 C9H14 006671-66-5 90
4 Bicyclo[2.2.2]oct-5-en-2-0ne 122 C8H100 002220-40-8 86
5 Bicyclo[3.3.1]nonan-3-0l, endo- 140 C9H160 010036-10-9 86

Abundance Scan 1043 (13.508 min): BF087512.D (-1040) (-) m/z 80.10 100.00%

5000 /k A
%3 107 122 182 13.20 13.40 13.60 13.80

134 152 169 193203 218

m/z 79.10 66.79%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #34884: 4-Oxatricyclo[4.3.1.1(3,8)Jundecan-5-one
80
5000 TT LIS L L N BN |
13 20 13 40 13. 60 13.80
53 67 93 122 m/z 81.10 41 .30%
‘u i w\w..\‘..‘.\h.,1.9’7..,\\...1?7.149.1.6.6..,....,....,..
m/z--> 80 100 120 140 160 180 200 220
Abundance
80 93
R e R RR B
122 13.20 13.40 13.60 13.80
5000 m/z 41.10 32.47%
L I B L B o B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10027: Bicyclo(3.3.1)non-2-ene R e R RR B
80 13.20 13.40 13.60 13.80
m/z 39.10 24 .05%
5000
122
93
2! 3ﬁ 53 ﬁ7 i 197
| N ly | ]
-ttt R e R RR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13 20 13 40 13. 60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
Data File : BF087512.D

Acq On : 29 May 2016 10:00

Operator : UM/SJ

Sample : H3222-01

Misc :

ALS Vial : 36 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 Tridecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.93 4_.30 ng 215223 Phenanthrene-d10 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 64
2 Undecane 156 Cl11H24 001120-21-4 55
3 3-Methyl-4-(methoxycarbonyl)hexa... 184 C9H1204 1000104-10-8 50
4 Hexadecane 226 C16H34 000544-76-3 49
5 Octane, 2-methyl- 128 C9H20 003221-61-2 49
Abundance Scan 1080 (13.931 min): BF087512.D (-1076) (-) m/z 57.10 100.00%
57
43
5000
13.60 13.80 14.00 14.20
m/z 43.10 68.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48835: Tridecane
43 7
71
5000 AR S DU RN
85 nmmmmmmm
29 m/z 41.10 47 .85%
18 || ‘M i “ 99 113 127 141 155 184
m/z--> 25 4b eb éo 160 150 150 1éo 1§o 260
Abundance
43 57
13.60 13.80 14.00 14.20
5000 71 m/z 71.05 46 .13%
29 85
99 113 127 156
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #49280: 3-Methyl-4-(methoxycarbonyl)hexa-2,4-dienoic acid R R mEEE L
57 69 13.60 13.80 14.00 14.20
m/z 91.10 45 .36%
8l o
112 125 184
5000 169
45
‘ ‘ 152
”'l"”l"'ww"'l”"|'”'l"}%q'hw""w"'l” UL U BRI U
m/z--> 20 40 60 80 100 120 140 160 180 200 1360 1380 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
Data File : BF087512.D

Acq On : 29 May 2016 10:00

Operator : UM/SJ

Sample : H3222-01

Misc :

ALS Vial : 36 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

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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.73 5.38 ng 269496 Phenanthrene-d10 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 1237 (15.725 min): BF087512.D (-1235) (-) m/z 43.05 100.00%
48
17 A*AN,Aﬂﬁ\J\Vydkwﬂ_vv
5000
7 115129 149 213 243 15.40 15.60 15.80 16.00
01 171185 097 243556 15.40 15.60 15.80 16.00
el 12 m/z 41.10 85.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid
43 o 73
5000 29 U DAL BRI SRR U
mmmmmmmm
o7 129 256 m/z 60.00 73.38%
m/z--> 25 Jo éo 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
- 1540 15.60 15.80 16.00
5000 m/z 73.00 69.40%
o 129 242
101115 143157171185'% 515,
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid T T
60 78 15.40 15.60 15.80 16.00
m/z 57.05 65.89%
43
5000
129
29 ‘ 115 11 214
185
15“""""\””'\‘ ‘ T”fhlllllllllllll ||‘|||||1|98|||| e s Emma
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.40 15.60 15. 80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
Data File : BF087512.D

Acq On : 29 May 2016 10:00

Operator : UM/SJ

Sample : H3222-01

Misc :

ALS Vial : 36 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

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 9
R.T. EstConc Area Relative to ISTD R.T.
16.82 3.52 ng 146088 Chrysene-di12 18.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 68
2 Pentadecanoic acid 242 C15H3002 001002-84-2 58
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 53
4 Dodecanoic acid 200 C12H2402 000143-07-7 46
5 Tetradecanoic acid 228 C14H2802 000544-63-8 43
Abundance Scan 1333 (16.823 min): BF087512.D (-1331) (-) m/z 43.10 100.00%
43
i WA—&J&A/\/LN/\
5000
129
97 223 544 IR SR SN SRR B
115 | 1743,57171185199 284 16.60 16.80 17.00 17.20
Al m/z 41.10 76.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 129 LN SRR DAL S
16.60 16.80 17.00 17.20
185 m/z 57.10 74 .41%
H 143,171 241 284
m/z--> 20 40"66 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
> IR SR SN SRR B
16.60 16.80 17.00 17.20
5000 129 m/z 73.00 72.70%
29 87
101115 143157171185199213 242
15 227
Wmmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid A R R maae s e
43 0 16.60 16.80 17.00 17.20
m/z 60.00 70.58%
5000
143157171185199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
Data File : BF087512.D

Acq On : 29 May 2016 10:00

Operator : UM/SJ

Sample : H3222-01

Misc :

ALS Vial : 36 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

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 n-Butyl laurate Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

16.93 2.86 ng 118544 Chrysene-d12 18.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Butyl laurate 256 C16H3202 000106-18-3 91
2 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 91
3 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 58
4 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 040482-05-1 43
5 1-Hexene, 3,4-dimethyl- 112 C8H16 016745-94-1 38

Abundance Scan 1342 (16.925 min): BF087512.D (-1340) (-) m/z 56.10 100.00%

56

41
5000

%

129 257 16.60 16.80 17.00 17.20
| 150 170185 213 239 : : :
el ”l o .1..1 ---,..l..,....' ety | M/ 57.05  63.44%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107543: n-Butyl laurate
56
41
5000 201 L L L B L
16.60 16.80 17.00 17.20
73 183 0
m/z 41.10 57.87%
‘ ‘ 129 157 256
2 A AL o mll.?..‘..,....‘ S A —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
R REREEEEE R
16.60 16.80 17.00 17.20
5000 m/z 43.10 54.55%
3 257
129
26 101 157 185 213 23 283 312

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

Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester A BEmma B R
56 16.60 16.80 17.00 17.20
m/z 55.10 40.84%
2 ) “\Jw L ulll? 157 185 213 2?9 2?7 281 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16. 60 16. 80 17. 00 17. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
Data File : BF087512.D

Acq On : 29 May 2016 10:00

Operator : UM/SJ

Sample - H3222-01

Misc :

ALS Vial : 36 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 .12 7.12 75.3 ng 3269150 1 7.47 867807 20.0
Benzene, 1,3-diet... 7.88 5.2 ng 225066 1 7.47 867807 20.0
Benzene, 1,2-diet... 8.02 6.8 ng 295452 1 7.47 867807 20.0
Benzene, 2-butenyl- 8.32 3.0 ng 128553 1 7.47 867807 20.0
Benzene, l-ethyl-_.. 8.72 2.1 ng 144896 2 9.50 1349610 20.0
1-Phenyl-1-butene 8.99 3.2 ng 217552 2 9.50 1349610 20.0
Benzene, (2-methy... 9.60 3.2 ng 218778 2 9.50 1349610 20.0
Benzo[b]thiophene... 10.27 3.4 ng 229601 2 9.50 1349610 20.0
1-Adamantanol 10.34 3.9 ng 264514 2 9.50 1349610 20.0
6-Methyl-4-indanol 10.44 2.4 ng 160656 2 9.50 1349610 20.0
unknownl11.48 11.48 2.8 ng 158041 3 12.32 1144030 20.0
3,5-Dimethyl-1-ad... 11.53 2.8 ng 158415 3 12.32 1144030 20.0
Naphthalene, 1,3-... 12.11 3.2 ng 181439 3 12.32 1144030 20.0
unknownl12 .83 12.83 2.3 ng 131129 3 12.32 1144030 20.0
4-Oxatricyclo[4.3... 13.51 4.0 ng 228670 3 12.32 1144030 20.0
Tridecane 13.93 4.3 ng 215223 4 14.73 1001880 20.0
n-Hexadecanoic acid 15.73 5.4 ng 269496 4 14.73 1001880 20.0
Octadecanoic acid 16.82 3.5 ng 146088 5 18.43 829826 20.0
n-Butyl laurate 16.93 2.9 ng 118544 5 18.43 829826 20.0
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