LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084668.D

Aca On : 30 Jan 2016 6:59

Operator =: SJ/1Z

Sample : H1272-09

Misc :

ALS Vial : 55 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-BF012916.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.190 181 184 190 rBvV 431398 552218 11.94% 0.940%
2 4.887 241 245 248 rBVY 2419277 3895333 84.20% 6.633%
3 5.321 281 283 286 rBY 4030366 3940824 85.18% 6.710%
4 5.390 286 289 291 rVB 84201 107500 2.32% 0.183%
5 5.721 316 318 321 rVB 193330 190367 4.11% 0.324%
6 5.984 339 341 343 rVB 346189 292988 6.33% 0.499%
7 6.373 372 375 377 rBVY 4063035 4626283 100.00% 7.878%
8 6.487 383 385 388 rBY 3614914 3953444 85.46% 6.732%
9 6.716 403 405 408 rBV 807668 1040370 22.49% 1.772%
10 6.876 417 419 422 rBV 3243500 2910294 62.91% 4 .956%

11 7.287 452 455 457 rBV 2491270 2403268 51.95% 4.092%
12 8.007 516 518 519 rBV 1740701 1570299 33.94% 2.674%
13 8.087 523 525 528 rVB 37582 47088 1.02% 0.080%
14 8.716 578 580 582 rBV 171046 191189 4._.13% 0.326%
15 8.819 587 589 591 rVvB 144234 117513 2.54% 0.200%

16 9.093 610 613 615 rVvB 3043902 4123361 89.13% 7.021%

17 9.185 618 621 623 rBv2 78781 82954 1.79% 0.141%
18 9.345 631 635 637 rBvV 43830 56938 1.23% 0.097%
19 9.425 639 642 643 rBvY 58249 82228 1.78% 0.140%
20 9.482 645 647 649 rvVv 572967 507249 10.96% 0.864%
21 9.539 649 652 655 rvB3 30538 57237 1.24% 0.097%
22 9.699 665 666 669 rBvV 81333 98020 2.12% 0.167%

23 9.756 669 671 673 rvv 1700741 1627803 35.19% 2.772%
24 9.790 673 674 676 rVB 493305 363508 7.86% 0.619%
25 9.916 683 685 687 rBv2 37502 57931 1.25% 0.099%

26 9.962 687 689 691 rvVB 391463 321466 6.95% 0.547%
27 10.202 708 710 712 rVB 186906 142207 3.07% 0.242%
28 10.305 717 719 721 rBV 544322 457074 9.88% 0.778%
29 10.419 727 729 732 rBV2 45347 55188 1.19% 0.094%
30 10.465 732 733 735 rVB2 83780 74790 1.62% 0.127%

31 10.545 737 740 743 rBV 3206769 3020361 65.29% 5.143%
32 10.671 750 751 755 rBV 165419 202110 4._.37% 0.344%
33 10.853 763 767 772 rBV3 57295 157212 3.40% 0.268%
34 11.002 775 780 782 rVvV5 34613 77050 1.67% 0.131%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084668.D

Aca On : 30 Jan 2016 6:59

Operator =: SJ/1Z

Sample : H1272-09

Misc :

ALS Vial : 55 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-BF012916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.128 786 791 796 rBV3 147180 348968 7.54% 0.594%

36 11.242 798 801 802 rBV 1605566 2066570 44.67% 3.519%
37 11.265 802 803 805 rvv 2638349 1876321 40.56% 3.195%
38 11.311 805 807 809 rvv 711533 612917 13.25% 1.044%
39 11.345 809 810 813 rVB 57075 48672 1.05% 0.083%
40 11.471 819 821 823 rVB 333761 258753 5.59% 0.441%

41 11.539 825 827 829 rBvV2 44157 65764 1.42% 0.112%
42 11.734 842 844 846 rBV 146446 209308 4._.52% 0.356%
43 11.768 846 847 850 rvv 290482 276085 5.97% 0.470%
44 11.814 850 851 852 rvv 122909 94513 2.04% 0.161%
45 11.848 852 854 859 rvB2 365662 466499 10.08% 0.794%

46 12.031 868 870 874 rVB 145238 175027 3.78% 0.298%

47 12.282 890 892 894 rBvV 66464 92532 2.00% 0.158%
48 12.328 894 896 898 rvv2 44207 79755 1.72% 0.136%
49 12.374 898 900 904 rvVvB3 41482 80298 1.74% 0.137%

50 12.442 904 906 909 rBV 1515102 1590071 34.37% 2.708%

51 12.511 909 912 916 rVB2 31120 62556 1.35% 0.107%
52 12.591 916 919 923 rBV 69147 110067 2.38% 0.187%
53 12.671 923 926 929 rBV 1487677 1722810 37.24% 2.934%
54 12.728 929 931 934 rVB2 67311 110563 2.39% 0.188%
55 12.831 937 940 942 rVB 2575856 3554228 76.83% 6.052%

56 12.899 942 946 947 rBV2 64114 103390 2.23% 0.176%
57 13.002 951 955 957 rVvB 256725 306926 6.63% 0.523%
58 13.071 959 961 962 rBV 237300 222090 4._80% 0.378%
59 13.105 962 964 965 rBV 120160 125060 2.70% 0.213%

60 13.197 970 972 973 rBV 62775 60207 1.30% 0.103%
61 13.231 973 975 978 rVB2 39448 49666 1.07% 0.085%
62 13.357 984 986 988 rBV 84702 108370 2.34% 0.185%
63 13.425 991 992 995 rVB 42741 49204 1.06% 0.084%
64 13.619 1006 1009 1010 rBV 84783 100364 2.17% 0.171%
65 13.642 1010 1011 1012 rBV 73241 65784 1.42% 0.112%

66 13.768 1019 1022 1027 rBV3 120412 377534 8.16% 0.643%
67 13.871 1027 1031 1035 rVV3 1469266 2478763 53.58% 4.221%

68 13.974 1036 1040 1041 rBV 97361 99477 2.15% 0.169%
69 14.054 1043 1047 1050 rBV5 33624 93930 2.03% 0.160%
70 14.248 1062 1064 1066 rVvVv 53814 87519 1.89% 0.149%
71 14.351 1069 1073 1074 rBV2 54964 81799 1.77% 0.139%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084668.D

Aca On : 30 Jan 2016 6:59

Operator =: SJ/1Z

Sample : H1272-09

Misc :

ALS Vial : 55 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-BF012916.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 14.454 1079 1082 1085 rVB4 28028 58053 1.25% 0.099%

73 14.717 1102 1105 1107 rBV2 152830 165101 3.57% 0.281%
74 14.865 1116 1118 1123 rBV 339326 609732 13.18% 1.038%
75 14.968 1124 1127 1129 rVB2 57915 82001 1.77% 0.140%

76 15.140 1140 1142 1145 rVB 185398 204290 4.42% 0.348%
77 15.197 1145 1147 1149 rBV 235990 294023 6.36% 0.501%
78 15.254 1149 1152 1154 rBV 772404 926654 20.03% 1.578%
79 15.437 1163 1168 1172 rVB4 20372 67540 1.46% 0.115%
80 16.557 1263 1266 1270 rVB2 102589 193357 4.18% 0.329%

81 16.945 1296 1300 1308 rBV 88994 201072 4 _.35% 0.342%

82 17.163 1316 1319 1325 rVB2 26883 76817 1.66% 0.131%

83 18.946 1471 1475 1482 rVB 24713 79796 1.72% 0.136%

84 19.106 1484 1489 1493 rBV2 16181 53133 1.15% 0.090%
Sum of corrected areas: 58727594
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084668.D

Aca On : 30 Jan 2016 6:59

Operator : SJ/1Z

Sample : H1272-09

Misc :

ALS Vial : 55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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: BF084668.D
4000000 5|32 6|37
6.49
6.88
3000000
4.89 7.29
2000000
1000000 6.72
572 |
N — A—. S k —— Eﬁi —A A SR A G | Y | U
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF084668.D
4000000
10.54
9.09
3000000
11.26 12.83
2000000
8.01 9.76 b
114 12.4412.67
1000000
9.48 10.30 i
: .79 .
996102 06 11.47 11%85 10
Lboo 53 loumadgsotfode '\ heontTom 35k ods st EE1200 o e S sasmm
e e e e e M| L B L e e B oy P e L B =
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF084668.D
4000000
3000000
2000000
13.87
1000000 15.25
14.87 4
o 0s42egpa5 4 72fiaor 1M 15.44 1656  16.957 16 18.989.11
L B L E w e e L e e e e L B e e e e e R S S e S
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\BF013016\
Data File : BF084668.D

Aca On : 30 Jan 2016 6:59

Operator : SJ/1Z

Sample : H1272-09

Misc :

ALS Vial : 55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.19 10.62 ng 552218 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 4.4-dimethvl-. (2)- 98 C7H14 000762-63-0 86
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86

Abundance Scan 184 (4.190 min): BF084668.D (-181) (-) m/z 55.10 100.00%
55
5000 43
98
3.80 4.00 4.20 4.40 4.60
0 ...,....,....,..?3|,-':..‘.‘?'.|.:.??.‘?7.,...77.,.:..,....,.... m/z 83.10 95.25%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3179: 3-Penten-2-one, 4-methyl-
55 83
43
5000 29 %8 380 4.00 420 4.40 4.60
m/z 43.10 39.49%
0 23“\ 37\\‘\ 49M‘ | 61 67 77 | 92 L
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
83
55
43 SRRABESAESENSEBARERE NN
3.80 4.00 4.20 4.40 4.60
5000 m/z 98.10 31.45%
29
98
37 49 62 69
G S S U SULALLS SR IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- R e R
5 83 3.80 4.00 4.20 4.40 4.60
m/z 39.10 26 .52%
41
5000 7 o8
15 ‘ 69
0 ...,..t.,..::h.34.a;:..?%ahl.,??.hﬁ..??,ul..?%...q.... S T —
m/z--> 10 20 30 40 50 60 70 8 90 100 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084668.D

Aca On : 30 Jan 2016 6:59

Operator : SJ/1Z

Sample : H1272-09

Misc :

ALS Vial : 55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

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

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

4.89 74.88 ng 3895330 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 245 (4.887 min): BF084668.D (-241) (-) m/z 43.10 100.00%
43
59
5000
1o 460 4.80 500 520
o..w..”,.”.,”??M=.w??u,.”??”?ﬁ?3”,.”:J.”.,. m/z 59.10 58.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 B SRLEE SURE RURRE L

460 4.80 5.00 5.20
59 m/z 101.10 18.11%

101
0 ?\7\\ 37\\\‘ 53‘ ‘ 67 7”7 83 91 \‘
e L B B B A B e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
e
4.60 4.80 5.00 5.20
5000 m/z 58.10 15.58%
41
53 73 86
o) MRS 171N A1 ST SN SR E—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 A
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester e
43 4.60 4.80 5.00 5.20
m/z 41.10 9.16%
57
5000
29 101
o 15 Y 51 || 73 83 95
L B o B B mma mae s B e AL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084668.D

Aca On : 30 Jan 2016 6:59

Operator : SJ/1Z

Sample : H1272-09

Misc :

ALS Vial : 55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 unknown5.39 Concentration Rank 15

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

5.39 2.07 ng 107500 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 25
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 2-Propanone. 1l-cvclopropvl- 98 C6H100 004160-75-2 9
4 Propane. 1l-isocvanato-2-methvl- 99 C5H9NO 001873-29-6 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 289 (5.390 min): BF084668.D (-286) (-) m/z 43.05 100.00%
43
5000
56
T
83 98 5.00 520 5.40 5.60 5.80
91
0...,....,....,....',l::..,..'.:,....,...'.,.'...,'...!-,....,...1.1,9.... m/z 56.05 33.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3162: 4-Penten-2-one, 3-methyl-
43
5000 '|""|""4" T T T
5.00 520 5.40 5.60 5.80
o7 m/z 41.10 15.81%
. e P 6772 838 B
miz--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
43
A RARRS RRRAS RaRAs RARRE RN
5.00 520 5.40 5.60 5.80
5000 m/z 55.10 10.81%
55
o 15 21 g 6571 83 98
miz--> 10 20 30 40 50 60 70 8 90 100 110 120 \
Abundance #3192: 2-Propanone, 1-cyclopropyl- .,....,....4....,....,..
43 5.00 520 5.40 5.60 5.80
m/z 98.10 10.16%
5000
55
0 "'l"“l"?zn"'”N'L'|'”"|"'§?'“'|§$"|"?ﬁ""|""w"' SRR SRS R RS L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.00 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084668.D

Aca On : 30 Jan 2016 6:59

Operator : SJ/1Z

Sample : H1272-09

Misc :

ALS Vial : 55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 2-Pentanone, 4-methoxy-4-me... Concentration Rank 9

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

5.72 3.66 ng 190367 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 1.3-Dioxolane. 2-(1-methvlethvI)- 116 C6H1202 000822-83-3 12
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 N.N"-Bis(2-methvl-2-nitrosopenta... 258 C12H22N204 094514-30-4 10
5 1-Methoxyethanimine, N-acetyl- 115 C5H9NO2 099028-43-0 9

Abundance Scan 318 (5.721 min): BF084668.D (-316) (-) m/z 43.10 100.00%
5000
55 83 100 115 5.40 5.60 5.80 6.00
o Y L oSS PR Sy S m/z 73.10 82.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13056: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 IR BARRE AR LS SRR
5.40 5.60 5.80 6.00
m/z 41.10 10.54%
15 29 37, 5 o 83 100 1}5
0||||‘|||||‘|‘||||‘||‘||||l||||| |=|||||||||| T
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
5.40 5.60 5.80 6.00
5000 m/z 115.10 9.59%
43
0 27 56 86 101 115
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #4342: Pentane, 3-methoxy- R T et
73 5.40 5.60 5.80 6.00
m/z 39.10 7.30%
5000
45
29
o Ll 39‘\ P er | 101 A
mz> 10 20 30 40 50 60 70 80 90 100 110 130 540 560 580 600
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084668.D

Aca On : 30 Jan 2016 6:59

Operator : SJ/1Z

Sample : H1272-09

Misc :

ALS Vial : 55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 _alpha.-Pinene Concentration Rank 5

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

5.98 5.63 ng 292988 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 94
2 Bicvclol3.1.1Thept-2-ene. 3.6.6-... 136 C10H16 004889-83-2 91
3 1R-.alpha.-Pinene 136 C10H16 007785-70-8 91
4 Tricvclol2.2.1.0(2.6)1heptane. 1... 136 C10H16 000508-32-7 91
5 3,5-Methanocyclopentapyrazole, 3... 164 C10H16N2 087143-58-6 90

Abundance Scan 341 (5.984 min): BF084668.D (-339) (-) m/z 93.10 100.00%
9B
5000
77
s “ wll TP 550 5H0 600 630 eud
Obrrprrrrprrrr el o "- el 88 e m/Z 91.10  45.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15153: .alpha.-Pinene
93
5000 S BARAE SRS SRS RARRE
77 560 580 6.00 6.20 6.40
m/z 92.10 38.07%
27 | “ 105 121 o
0 ”I"“I"L“"'“'“'W“M'ﬁQJJ“ "J“"w'l"v'b'v"'m"'v'l'v"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
93
560 580 6.00 6.20 6.40
5000 m/z 77.10 31.48%
41 o
27 53 67 105 121 a6
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15161: 1R-.alpha.-Pinene R e S A
g3 5.60 5.80 6.00 6.20 6.40

m/z 79.10 25.01%

5000
77

41 121
105
15 2 ], 53 “\84‘\ ; | 1%

SR SN MBI N NSO B P &0 NN S S R SRRBEMBSNY 1 D MY

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.60 5.80 6.00 6.20 640

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084668.D

Aca On : 30 Jan 2016 6:59

Operator : SJ/1Z

Sample : H1272-09

Misc :

ALS Vial : 55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 unknown6.49 Concentration Rank 1

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

6.49 76.00 ng 3953440 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 385 (6.487 min): BF084668.D (-383) (-) m/z 132.00 100.00%
32
5000 68
40 54 ‘ 75 % 620 640 6.60 6.80
104 : : : :
S 1 . Y T 1| O PR - AN SN | N m/z 68.10 46.39%
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 IESE NSRS LR
6.20 6.40 6.60 6.80
78 m/z 134.00 32.71%
31 3 ?1
O T T P T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
117 620 640 6.60 6.80
5000 m/z 66.10 30.32%
39 91
51 65
oo e S8 L84 | 981 | s |
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14027: 2H-Cyclopenta[d]pyridazine, 2-methy!- R R
132 6.20 6.40 6.60 6.80
m/z 69.10 19.28%
5000
6 104
39 51 | 7 90 117
O'P'”I“'“l”'w'” HIW'JHV'“W“'W”“'V'“l“'wH“'" IESE RS RS LR
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084668.D

Aca On : 30 Jan 2016 6:59

Operator : SJ/1Z

Sample : H1272-09

Misc :

ALS Vial : 55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 Dibenzothiophene Concentration Rank 11

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

11.13 3.38 ng 348968 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 96
2 Azuleno(2.1-b)thiophene 184 C12H8S 000248-13-5 93
3 Naphthol2.3-blthiophene 184 C12H8S 000268-77-9 91
4 2-Dibenzofuranol 184 C12H802 000086-77-1 59

5 Naphthalene, 2-ethenyl-6-methoxy- 184 C13H120 063444-51-9 58
Abundance Scan 791 (11.128 min): BF084668.D (-786) (-) m/z 184.10 100.00%
4
5000 AL
57 71 1K, A .... N
13 197 10.80 11.00 11.20 11.40
Ok .-,'|. PR T A ?l--l w0 i e 15 h7z 57.10  24.79%
m/z--> 60 80 100 120 140 160 180 200
Abundance #45491: Dibenzothiophene
184
5000
10.80 11.00 11.20 11.40
139 m/z 139.00 20.76%
92
39 51 69 79 7 113 126 152 A
e e o e A e B O
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
184
10.80 11.00 11.20 11.40
5000 m/z 185.10 14 .33%
0 45 63 101 114 126 169
o A e e R P o
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #45494: Naphtho[2,3-b]thiophene e e et
184 10.80 11.00 11.20 11.40
m/z 43.10 13.82%
5000
139
79 92 152
34 455463 7 1901 113 126 | 77 169
e o A e T e T e o e e e
m/z--> 40 60 80 100 120 140 160 180 200 10.80 11.00 11.20 11.40

8270-BF012916.M Mon Feb 01 18:10:51 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084668.D

Aca On : 30 Jan 2016 6:59

Operator : SJ/1Z

Sample : H1272-09

Misc :

ALS Vial : 55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 Phenanthrene, 2-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.73 2.03 ng 209308 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 98
2 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 97
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
4 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 96
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 94
Abundance Scan 844 (11.734 min): BF084668.D (-842) (-) m/z 192.10 100.00%
192
5000
94 165 U A BN SRR SRR
11.40 11.60 11.80 12.00
o 115126 139120 m/z 191.10  56.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50627: Phenanthrene, 2-methyl-
192
5000
11.40 11.60 11.80 12.00
165 m/z 189.10 31.92%
94
0 27 39 51 63 82 7' 115126130152 | 176 |
m/z--> 25 Jo éo éo 160 150 1&0 1éo 180 260
Abundance
192
11.40 11.60 11.80 12.00
5000 m/z 193.10 20.43%
165
o 27 39 50 63 74 g5 96 115126 139152 | 176
m/z--> 25 Jo éo éo 160 150 1&0 1éo 1éo 260
Abundance #50612: Anthracene, 2-methyl-
192 11.40 11.60 11.80 12.00
m/z 190.10 16.21%
5000
165
oL, 15 27 39 51 63 8 95 115106 139 152 7| 176 M\ N
m/z--> 25 Jo éo éo 160 150 1&0 1éo 1éo 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084668.D

Aca On : 30 Jan 2016 6:59

Operator : SJ/1Z

Sample : H1272-09

Misc :

ALS Vial : 55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 Phenanthrene, 1-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.77 2.67 ng 276085 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 97
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 94
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 93
5 1H-Indene, 3-phenyl- 192 C15H12 001961-97-3 93

Abundance Scan 847 (11.768 min): BF084668.D (-846) (-) m/z 192.10 100.00%

192

5000

11.40 11.60 11.80 12.00
m/z 191.10  57.55%

165 181

o 51 63 82 94 113 106 139 152

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50623: Phenanthrene, 1-methyl-

192

5000
11.40 11.60 11.80 12.00

m/z 189.10 28 .48%

165
27 39 50 63 74 86 96 115126 139 152 | 176 Al

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

Abundance
192
B e e A
11.40 11.60 11.80 12.00
5000 m/z 193.10 16.47%
9 165
ol 27 39 51 63 82 115126 139 152 | 176
e L T L o o e e B B o L i o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50613: Anthracene, 2-methyl-
192 11.40 11.60 11.80 12.00
m/z 190.10 14 .84%
5000

165
28 39 51 63 82 gf 115126 139 152 ~ | 176

m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11. 80 12. 00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084668.D

Aca On : 30 Jan 2016 6:59

Operator : SJ/1Z

Sample : H1272-09

Misc :

ALS Vial : 55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.85 4_.51 ng 466499 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 93
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 72
3 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI103S 036155-87-0 52
4 1.4-Naphthalenedione. 2.5-dihvdr... 190 C10H604 004923-55-1 25
5 2-Naphthaldehyde, 1,2,3,4-tetrah... 190 C12H1402 002472-02-8 14

Abundance Scan 854 (11.848 min): BF084668.D (-852) (-) m/z 189.10 100.00%
149

5000
94
63 81 165 11.60 11.80 12.00 12.20
ol 2L .'|: 122 139150 g 176 Ml 294 0 "m/z 190.10  96.95%

mz-> 20 40 60 80 100 120 140 160 180 200

Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190

"

5000 LI I L L LB L B L
o 11.60 11.80 12.00 12.20
m/z 192.10 36.22%
oL 27 3950 63 8 | 110122 137 150 163 178 ||
LA HE L I it | NS
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance
189
SENSSNIN I L1 VN
11.60 11.80 12.00 12.20
5000 m/z 191.10 34.70%
94
8l 163
o e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49395: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydroxyboryl
190

45

11.60 11.80 12.00 12.20
m/z 94.60  22.27%

5000

11.60 11.80 12.00 12.20

8270-BF012916.M Mon Feb 01 18:10:54 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084668.D

Aca On : 30 Jan 2016 6:59

Operator : SJ/1Z

Sample : H1272-09

Misc :

ALS Vial : 55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 11H-Benzo[b]fluorene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.00 2.48 ng 306926 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 93
2 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 93
3 11H-Benzolalfluorene 216 C17H12 000238-84-6 93
4 Pvrene. l-methvl- 216 C17H12 002381-21-7 90
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 72
Abundance Scan 955 (13.002 min): BF084668.D (-951) (-) m/z 216.10 100.00%
216
5000
94 108 189 12.60 12.80 13.00 13.20 13.40
ol 39 51 63 74 122 139150 163 176 ~,; 200 234 m/z 215.10 83420
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67030: 11H-Benzo[b]fluorene
216
5000

12.60 12.80 13.00 13.20 13.40
m/z 213.10 22.43%

107
28 39 50 63 81 94 7" 122 139150 163 176 189200 I

O e e e T e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
216
12.60 12.80 13.00 13.20 13.40
5000 m/z 217.05 16.06%

108 189
27 39 50 6374 95 122 139150 163174 200

O T T T T T T T T T T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67033: 11H-Benzo[a]fluorene
216 12.60 12.80 13.00 13.20 13.40
m/z 107.70 11.93%
5000
108
. 50 63 81 % | 127 137150163 176 18%00 ‘H
,,,,,,, R AREREEE s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084668.D

Aca On : 30 Jan 2016 6:59

Operator : SJ/1Z

Sample : H1272-09

Misc :

ALS Vial : 55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 1-Octadecanol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.77 3.05 ng 377534 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 93
2 1-Nonadecanol 284 C19H400 001454-84-8 93
3 Acetic acid. octadecvl ester 312 C20H4002 000822-23-1 87
4 1-Heptadecanol 256 C17H360 001454-85-9 87
5 1-Docosene 308 C22H44 001599-67-3 87
Abundance Scan 1022 (13.768 min): BF084668.D (-1019) (-) m/z 43.10 100.00%
43
196 120 167 187202 I 1540 1360 1380 1400
Orrrrprerr i m/z 57.10 93.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #100813: 1-Octadecanol
43
5000 R AR UL DU SRR B
13. 40 13. 60 13 80 14.00
m/z 83.10 90.99%
. %ﬂ b 196 224 252
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 83
1340 13.60 13.80 14.00
5000 m/z 55.10 90.96%
68 111
. 2 126 154 187 210 238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124064: Acetic acid, octadecy! ester R R AA S B o
43 13.40 13.60 13.80 14.00
m/z 97.05 77 .98%
69 97
5000
125
0 % 1 | 153168 196 224 252 297
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 1340 1360 1380 1450 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084668.D

Aca On : 30 Jan 2016 6:59

Operator : SJ/1Z

Sample : H1272-09

Misc :

ALS Vial : 55 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 Squalene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

14.72 3.56 ng 165101 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 87
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 83
3 1.5.9-Undecatriene. 2.6.10-trime... 192 Cl14H24 062951-96-6 72
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 64
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 000106-28-5 53
Abundance Scan 1105 (14.717 min): BF084668.D (-1102) (-) m/z 69.10 100.00%

6o
5000 ﬁ
41
% 137 253 1440 14.:60 14.80 15.00

ol bl d a2y ) per 180 224 Tytoer 0 5T 105 54.50%

m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69

5000 T R L
14. 40 14. 60 14. 80 15. OO

41 m/z 41.10 26 .58%

95 137
0 k Ly 217 163 101 217 245 273 299 341 367 410
L L B — T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
69

14.40 14. 60 14. 80 15.00

5000 m/z 95.05 15.46%
41
% 121 149
o 175 203 231 273 299 341 367 410
T T T T e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #50585: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- R R A AR
69 14.40 14.60 14.80 15.00
a1 m/z 68.10 12 .33%
5000
95 123 149
BT ofr o AN B RSP | I,
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF013016\
Data File : BF084668.D

Acq On = 30 Jan 2016 6:59

Operator : SJ/1Z

Sample : H1272-09

Misc :

ALS Vial : 55 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012916_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3-Penten-2-one, 4... 4.19 10.6 ng 552218 1 6.73 1040370 20.0
2-Pentanone, 4-hy... 4.89 74.9 ng 3895330 1 6.73 1040370 20.0
unknown5 .39 5.39 2.1 ng 107500 1 6.73 1040370 20.0
2-Pentanone, 4-me... 5.72 3.7 ng 190367 1 6.73 1040370 20.0
-alpha.-Pinene 5.98 5.6 ng 292988 1 6.73 1040370 20.0
unknown6 .49 6.49 76.0 ng 3953440 1 6.73 1040370 20.0
Dibenzothiophene 11.13 3.4 ng 348968 4 11.24 2066570 20.0
Phenanthrene, 2-m... 11.73 2.0 ng 209308 4 11.24 2066570 20.0
Phenanthrene, 1-m... 11.77 2.7 ng 276085 4 11.24 2066570 20.0
4H-Cyclopenta[def... 11.85 4.5 ng 466499 4 11.24 2066570 20.0
11H-Benzo[b]fluorene 13.00 2.5 ng 306926 5 13.87 2478760 20.0
1-Octadecanol 13.77 3.0 ng 377534 5 13.87 2478760 20.0
Squalene 14.72 3.6 ng 165101 6 15.25 926654 20.0
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