LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089007.D

Aca On 15 Jul 2016 1:51

Operator : UM/SJ

Sample = H3995-02

Misc :

ALS Vial : 19 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-BF063016.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 1.655 5 6 15 rvv 147682 312399 19.00% 1.437%
2 1.781 15 17 23 rv 960184 1287426 78.31% 5.921%
3 1.861 23 24 38 rvB 68623 150974 9.18% 0.694%
4 2.833 107 109 123 rvB2 11769 26369 1.60% 0.121%
5 4.844 282 285 290 rBV 111636 180902 11.00% 0.832%
6 5.004 290 299 302 rBV 15056 61193 3.72% 0.281%
7 5.050 302 303 317 rVB 11578 25718 1.56% 0.118%
8 5.290 321 324 326 rBVY 1548927 1573176 95.70% 7.235%
9 6.342 413 416 419 rBV 1130112 1584354 96.38% 7.287%
10 6.467 424 427 429 rBV 1209367 1643920 100.00% 7.561%

11 6.684 444 446 448 rBvY 336038 305266 18.57% 1.404%
12 6.845 457 460 462 rVB 1433572 1221572 74.31% 5.618%
13 7.256 493 496 498 rBvV 989486 910866 55.41% 4.189%
14 7.976 556 559 561 rBvV 419530 381781 23.22% 1.756%

15 8.685 619 621 623 rBvY 19142 17973 1.09% 0.083%
16 9.050 650 653 655 rBVY 1706557 1424985 86.68% 6.554%
17 9.382 680 682 684 rBV 53256 42244 2.57% 0.194%
18 9.450 685 688 690 rvB 150277 188506 11.47% 0.867%
19 9.576 697 699 703 rvVB 27029 23853 1.45% 0.110%
20 9.725 708 712 713 rVvV 283258 403199 24.53% 1.854%
21 9.771 713 716 719 rVB 30269 35989 2.19% 0.166%
22 10.182 749 752 754 rVB2 18876 34101 2.07% 0.157%
23 10.239 754 757 758 rBV 14191 16586 1.01% 0.076%
24 10.433 771 774 776 rVB2 11283 18021 1.10% 0.083%
25 10.502 778 780 783 rvv2 640786 753676 45.85% 3.466%
26 10.593 785 788 789 rBvV2 12591 17105 1.04% 0.079%
27 10.639 789 792 796 rVB2 17083 35764 2.18% 0.164%
28 10.719 798 799 801 rBV2 23354 22026 1.34% 0.101%
29 10.856 810 811 815 rBV3 19026 31111 1.89% 0.143%
30 11.074 829 830 834 rBvV2 41991 63799 3.88% 0.293%
31 11.165 836 838 839 rBvV 43490 40657 2.47% 0.187%
32 11.199 839 841 844 rvv2 357520 439041 26.71% 2.019%
33 11.268 844 847 849 rvB2 75581 97458 5.93% 0.448%
34 11.348 853 854 859 rvB4 12812 27490 1.67% 0.126%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089007.D

Aca On 15 Jul 2016 1:51

Operator : UM/SJ

Sample = H3995-02

Misc :

ALS Vial : 19 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-BF063016.-M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.428 859 861 864 rBv2 35200 36745 2.24% 0.169%
36 11.508 867 868 872 rvB2 36203 52477 3.19% 0.241%
37 11.599 875 876 879 rvVB 22698 20175 1.23% 0.093%

38 11.702 880 885 887 rBv2 47534 135361 8.23% 0.623%
39 11.748 887 889 890 rvv 187717 170232 10.36% 0.783%

40 11.805 892 894 898 rvB 34168 55356 3.37% 0.255%
41 11.908 899 903 906 rvB4 12259 29299 1.78% 0.135%
42 12.011 908 912 916 rBV2 25232 49660 3.02% 0.228%
43 12.239 931 932 934 rBV 19860 29779 1.81% 0.137%
44 12.331 938 940 941 rvv2 42175 46278 2.82% 0.213%
45 12.399 944 946 948 rvV 308515 269614 16.40% 1.240%
46 12.468 948 952 953 rvv3 17984 41605 2.53% 0.191%
47 12.525 956 957 960 rvv3 15586 27914 1.70% 0.128%
48 12.628 963 966 967 rBV 208370 222627 13.54% 1.024%
49 12.662 967 969 973 rVB4 25177 59872 3.64% 0.275%
50 12.777 977 979 982 rVvV 964961 1153154 70.15% 5.303%
51 12.845 982 985 989 rvv4 19438 38493 2.34% 0.177%
52 12.994 996 998 1000 rBV 30212 62110 3.78% 0.286%
53 13.062 1002 1004 1008 rVv2 28717 58183 3.54% 0.268%
54 13.234 1017 1019 1020 rBV 24836 32023 1.95% 0.147%
55 13.257 1020 1021 1023 rVB 74191 55993 3.41% 0.258%
56 13.565 1046 1048 1050 rBV2 29834 52332 3.18% 0.241%

57 13.691 1056 1059 1062 rBV2 125520 203188 12.36% 0.934%
58 13.817 1067 1070 1076 rBV2 368882 588740 35.81% 2.708%
59 14.320 1111 1114 1119 rBV 194331 335208 20.39% 1.542%
60 14.731 1148 1150 1153 rBV 150522 139276 8.47% 0.641%

61 14.811 1155 1157 1163 rVB 77080 135078 8.22% 0.621%
62 14.902 1163 1165 1171 rBV2 367372 835698 50.84% 3.843%
63 15.131 1183 1185 1188 rBV 70737 86695 5.27% 0.399%
64 15.188 1188 1190 1192 rBV 153039 194882 11.85% 0.896%
65 15.417 1207 1210 1212 rBV 226137 312998 19.04% 1.440%

66 15.623 1225 1228 1231 rBV 758694 1319545 80.27% 6.069%
67 15.668 1231 1232 1237 rVB 164296 180106 10.96% 0.828%
68 16.308 1286 1288 1294 rVB2 80784 148405 9.03% 0.683%
69 16.571 1309 1311 1314 rVB 65252 108543 6.60% 0.499%
70 16.628 1314 1316 1323 rVB7 48408 134276 8.17% 0.618%

71 16.983 1344 1347 1352 rBV2 95139 231989 14.11% 1.067%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089007.D

Aca On 15 Jul 2016 1:51

Operator : UM/SJ

Sample = H3995-02

Misc :

ALS Vial : 19 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 - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 17.874 1422 1425 1432 rVB2 107310 289092 17.59% 1.330%
73 18.126 1444 1447 1450 rVB 44037 95676 5.82% 0.440%
74 18.274 1458 1460 1473 rVB2 88025 305345 18.57% 1.404%

Sum of corrected areas: 21743522
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089007.D

Aca On 15 Jul 2016 1:51

Operator : UM/SJ

Sample = H3995-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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: BF089007.D

5.29
1500000 6.84

6.47
6.34)

1000000 1’8 7.26

500000
6.68

86 4.84
2.83 /\ 55005

B e T e

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: BF089007.D
9/05

1500000

12.78
1000000
10.50

500000 798
9.72

9.45
. 8.68 9.389.580.77 100840,
R B e B A

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF089007.D

1500000

15.62
1000000

500000
16.31 16563 16.98 17.87

e e T

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\BF071416\
Data File : BF089007.D

Aca On 15 Jul 2016 1:51

Operator : UM/SJ

Sample = H3995-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 3 unknownl.86 Concentration Rank 18

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

1.86 9.89 ng 150974 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 40
2 Thiocvanic acid. methvl ester 73 C2H3NS 000556-64-9 25
3 1.3-Dioxolane. 2-(l1l-bromoethvl)- 180 C5H9Bro2 005267-73-2 12
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Glycine 75 C2H5N02 000056-40-6 7

Abundance Scan 24 (1.861 min): BF089007.D (-23) (-) m/z 75.05 100.00%
75
5000 45
- 180 200 220
o} I I B . o m/z 73.10 75.12%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 29 45 L L L N L
1.80 2.00 2.20
m/z 45.10 38.47%
A A
e L L S S SR UL B S
m/z--> 20 40 80 100 120 140 160 180
Abundance
73
R L i
1.80 2.00 2.20
5000 i m/z 41.10 27 .84%
15
28 58
e L L S S L B LI B S
m/z--> 20 40 80 100 120 140 160 180
Abundance #45849: 1,3-Dioxolane, 2-(1-bromoethyl)- S i T e e
7B 1.80 2.00 2.20
m/z 47.00 11.08%
5000
45
27
o " 57 | 89 107 119 135 179
m/z--> 20 40 i 80 100 120 140 160 180 180 200 220

8270-BF063016.-M Fri
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089007.D

Aca On 15 Jul 2016 1:51

Operator : UM/SJ

Sample = H3995-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 15

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

4.84 11.85 ng 180902 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 285 (4.844 min): BF089007.D (-282) (-) m/z 43.10 100.00%
43
59
5000
101
4.60 4.80 5.00 5.20
83
o A | N9 . m/z 59.10 62.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR LR R R
59 460 480 500 520
m/z 101.10 24 .76%
31 83 g3 101
0“'w'“v'”T““T“'WH‘W“'W'“W““'P“'$'“V'“|““l”'W“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
460 480 500 520
5000 m/z 58.10 15.41%
101
o 1B 31 502 69 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R ma e AR
50 4.60 4.80 5.00 5.20
m/z 41.10 9.48%
5000 41
68
0 Il 50 | 126 14
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089007.D

Aca On 15 Jul 2016 1:51

Operator : UM/SJ

Sample = H3995-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 unknown6.47 Concentration Rank 2

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

6.47 107.70 ng 1643920 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 427 (6.467 min): BF089007.D (-424) (-) m/z 132.00 100.00%
5000
68
% 10 620 640 6.60 680
40 4, 54 75 104 : . : .
o..,....,....,...:,'-..‘.‘7.,....??.I.'....,..?‘.7,..!.,.':..,.1.1:‘3.,....,-'...,.. m/z 134.00 34.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 R S R N A
a1 o7 6.20 6.40 6.60 6.80
53 117 m/z 68.10 32.17%
o ”M,wsﬂ,\ll\”,i‘,\,‘,,II‘,\”\II,‘,‘,\I‘m??ml}pﬁll”\,Illzlftll L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 97 m/z 66.10 20.66%

70

31 445 60 7 g 105 116

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- R B e
132 6.20 6.40 6.60 6.80

m/z 96.10 13.78%

5000

63 o0 104
15 28 39 % 7 7 " |, 116 \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089007.D

Aca On 15 Jul 2016 1:51

Operator : UM/SJ

Sample = H3995-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 n-Hexadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.75 7.75 ng 170232 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 18
Abundance Scan 889 (11.748 min): BF089007.D (-887) (-) m/z 73.00 100.00%
73
43 60
5000 129 J
97 115 157 213 'l""l""l""l""l'
143777171185 19071 0y 5 11.40 11.60 11.80 12.00
0 m/z 60.00 80.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129
11.40 11.60 11.80 12.00
m/ 43.10 80.38%
7Ji 143157171185 | 0 213 ‘ 0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.40 11,60 11.80 12.00
5000 129 m/z 55.10 68.51%
29 a7
115 | 143 199 242
101 185
s 157171 213506
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #72646: Tridecanoic acid e REREE
43 60 78 11.40 11.60 11.80 12.00
m/z 41.10 66.53%
5000 - e
“ T? 01115 ‘ 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089007.D

Aca On 15 Jul 2016 1:51

Operator : UM/SJ

Sample = H3995-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 8 Cyclohexadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.32 11.39 ng 335208 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 99
2 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 91
3 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
4 Triacontvl pentafluoropropionate 584 C33H61F502 1000351-80-0 81
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 76
Abundance Scan 1114 (14.320 min): BF089007.D (-1111) (-) m/z 57.10 100.00%

57

83

s

5000
3 140 159 197 240 260 279 341 14.00 14.20 14.40 14.60
Ol prrrefbrdbis 222 315 m/z 43.10 75.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #81246: Cyclohexadecane
55
5000 LA L L L L L L L L
111 14.00 14.20 14.40 14.60

29
il

m/z 71.10 67 .25%
L ‘139 167 196 224

m/z--> 2IO 4|0 60 80 1(|)O 120 140 1é0 180 200 220 240 260 280 300 320 34|10 \_/MJLUL
Abundance
57
U DN BN DR DU
14.00 14.20 14.40 14.60
5000 m/z 55.10 62.93%

29 o
111 148168 19 241

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester R R ma AR
57 14.00 14.20 14.40 14.60
m/z 83.10 62.71%
5000
111
ol ‘ |77 139 196 224 269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.00 14. 20 14. 40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089007.D

Aca On 15 Jul 2016 1:51

Operator : UM/SJ

Sample = H3995-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 9 16-Octadecenal Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.73 14.29 ng 139276 Perylene-d12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Octadecenal 266 C18H340 056554-87-1 91
2 17-Octadecenal 266 C18H340 056554-86-0 91
3 Octadecanal 268 C18H360 000638-66-4 91
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
5 13-Octadecenal 266 C18H340 056554-90-6 90

Abundance Scan 1150 (14.731 min): BF089007.D (-1148) (-) m/z 57.10 100.00%

7 82

5000

.

111 Bt ——
o 165183 204222239 268 299 319337 14.40 14.60 14.80 15.00

m/z 43.10 92 .05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #115861: 16-Octadecenal
57 82

-

5000

14.40 14.60 14.80 15.00
m/z 82.10 87.30%

29

137154 1gp 207224 252

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 82
e e e  RAmEn
14.40 14.60 14.80 15.00
5000 m/z 55.10 71.19%
29 109

4 252

1371541717 196 22 270

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #117607: Octadecanal R R mEEE
3 82 14.40 14.60 14.80 15.00

m/z 96.10 61.28%

5000

166 194 222 250,64

=

2 6!
e e  EEEmE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.40 14. 60 14.80 15.00

8270-BF063016-M Fri Jul 15 18:10:39 2016

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089007.D

Aca On 15 Jul 2016 1:51

Operator : UM/SJ

Sample = H3995-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 10 Eicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.90 85.76 ng 835698 Perylene-di12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 90
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 87
Abundance Scan 1165 (14.902 min): BF089007.D (-1163) (-) m/z 57.10 100.00%
57
5000 85 \
R U IR BN SR
113 14.60 14.80 15.00 15.20
141 252
ol 3t b LA | M 169 107 225 22 280300 337 | i 70 70.49%
m/z--> 50 100 150 200 250 300
Abundance #129490: Eicosane
57
85
5000 R AR S DU SRR
14 60 14. 80 15. oo 15.20
m/z 43.10 62.68%
29 ‘ \113 141 169 282
ol d Ll 7 169 197 225 o5y 282
m/z--> 50 100 150 200 250 300
Abundance
57
14.60 14.80 15.00 15.20
5000 P m/z 85.10 51.49%
29 113 169
o N A 49 ———— 248 e
m/z--> 50 100 150 200 250 300
Abundance #141426: Heneicosane B e R
57 14.60 14.80 15.00 15.20
m/z 55.10 23.33%
85
- /\J\/\\A\—\N/
29 113
o Tl | 14 169 107 225 253 2%
m/z--> % @ 150 200 @ 300 ' Mmmmmmmm

8270-BF063016-M Fri Jul 15 18:10:40 2016

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089007.D

Aca On 15 Jul 2016 1:51

Operator : UM/SJ

Sample = H3995-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Heneicosane Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
15.62 135.42 ng 1319550 Perylene-di12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Eicosane 282 C20H42 000112-95-8 90
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 1228 (15.623 min): BF089007.D (-1225) (-) m/z 57.10 100.00%
57
85
5000
113 " 1540 15.60 15.80 16.00
141 . : . .
ol L UL AT, 100 197 225 253 owustessy | TG0 74, 35%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
15.40 15.60 15.80 16.00
m/z 43.10 60.17%
29 113
0 \‘ J ‘\ “\ ‘hw h‘ u‘ { 1?1\16‘9 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
" 1540 15.60 15.80 16.00
5000 85 m/z 85.10 55.64%
. 29 113 141 160 107 225 253 295 323 367
m/z--> 55 160 1%0 260 250 360 3%0 '
Abundance #209566: Octacosane N e A e
57 15.40 15.60 15.80 16.00
m/z 55.10 23.44Y%
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 15.40 15.60 1§8O 16.00

8270-BF063016.-M Fri Jul 15 18:10:41 2016

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089007.D

Aca On 15 Jul 2016 1:51

Operator : UM/SJ

Sample = H3995-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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-Heptacosanol Concentration Rank 11

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

15.67 18.48 ng 180106 Perylene-d12 15.19

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 93
2 n-Tetracosanol- 354 C24H500 000506-51-4 89
3 10-Heneicosene (c.t) 294 C21H42 095008-11-0 87
4 Octacosvl acetate 452 C30H6002 018206-97-8 81
5 1-Docosene 308 C22H44 001599-67-3 74

Abundance Scan 1232 (15.668 min): BF089007.D (-1231) (-) m/z 83.10 100.00%
R R EEE S S SR
15.40 15.60 15.80 16.00
olr—-4 m/z 97.10 88.08%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 97
5000 LIS L L L L L L L
125 15.40 15.60 15.80 16.00
m/z 57.10 71.80%
29
0 i ‘ “ ‘h \‘\ ‘\\ \‘11\3 m 181 209 236 264 292 320 350 378
T — T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
A REE S N EARE
15.40 15.60 15.80 16.00
5000 11 m/z 69.10 69.90%
29 139
o 167 195 222 250 280 308 336
T T T e T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #139793: 10-Heneicosene (c,t) T
55 15.40 15.60 15.80 16.00
m/z 55.10 67.97%
5000
139
oL L ” Mwl‘” SNSRI+ B N
m/z--> 50 200 250 300 350 15.40 15 60 15. 80 16. OO

8270-BF063016.-M Fri

Jul 15 18:10:42 2016

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089007.D

Aca On 15 Jul 2016 1:51

Operator : UM/SJ

Sample = H3995-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Oxirane, hexadecyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.31 15.23 ng 148405 Perylene-d12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 94
2 Octadecanal 268 C18H360 000638-66-4 91
3 Pentadecanal- 226 C15H300 002765-11-9 91
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 90
5 Z-10-Octadecen-1-ol acetate 310 C20H3802 1000131-07-2 86
Abundance Scan 1288 (16.308 min): BF089007.D (-1286) (-) m/z 57.10 100.00%

7 82

:

5000

16.00 16.20 16.40 16.60
m/z 82.10 89.53%

o 165182 207 238 262
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117618: Oxirane, hexadecyl-

:

5000 4

16.IOO 16!20 16.I4O 16.I60
m/z 43.10 81.46%

166183 211557 250268

04

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 fﬂb«p\/\V“,V\]\\\f/v/\/\jﬁk“

Abundance

43 82
R B e e
16.00 16.20 16.40 16.60
5000 m/z 96.10 63.89%
109
137
oL 26 | 59 166 194 222 250,50
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #82954: Pentadecanal- R e R RR B
16.00 16.20 16.40 16.60

m/z 83.10 57.16%

5000

:

109

138154 182 508906
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.00 16.20 16.40 16.60

8270-BF063016-M Fri Jul 15 18:10:43 2016

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089007.D

Aca On 15 Jul 2016 1:51

Operator : UM/SJ

Sample = H3995-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 15 Octadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

16.57 11.14 ng 108543 Perylene-d12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Heneicosane 296 C21H44 000629-94-7 94
3 Eicosane. 2-methvl- 296 C21H44 001560-84-5 93
4 Hexadecane. 3-methvl- 240 C17H36 006418-43-5 90
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 1311 (16.571 min): BF089007.D (-1309) (-) m/z 57.10 100.00%

g7
85
5000

16.20 16.40 16.60 16.80
3 I 141 169189 212 238 264284302 327
— II-' 180 212 298 Ao eAt X Tm/z 71.10  75.22%

m/z--> 0 50 100 150 200 250 300
Abundance #105885: Octadecane

%

5000 85 LA L L L L L LB L LN B
16.20 16.40 16.60 16.80
29 m/z 85.10 58.57%
0 h‘ \L ‘\ I \J 1]\-3 | 141 169 197 225 254
e e
m/z--> 0 50 100 150 200 250 300
Abundance
57
R e EmamEE
85 16.20 16.40 16.60 16.80
5000 m/z 43.10 54 _.87%
29 113
o 141 169 197 225 253 206 ¥p~AJ\/\\\f/v/\f\J\K\/vV/\\V
T T T
m/z--> 0 50 100 150 200 250 300
Abundance #141430: Eicosane, 2-methyl- R e EmamEE
57 16.20 16.40 16.60 16.80
m/z 55.10 23.16%
5000 85
29 } 253
113
141
T e S U N
m/z--> 0 50 100 150 200 250 300 16. 20 16 40 16 60 16. 80

8270-BF063016-M Fri Jul 15 18:10:44 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089007.D

Aca On 15 Jul 2016 1:51

Operator : UM/SJ

Sample = H3995-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Quinoxaline, 6-(3-nitrobenz... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.63 13.78 ng 134276 Perylene-di12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Quinoxaline. 6-(3-nitrobenzvlide... 278 C15H10N402 302800-55-1 59
2 Estra-1.3.5.7.9.15-hexaen-17-one... 278 C19H1802 056588-53-5 20
3 cis-3-(3-ChlorophenvD)-perhvdroc... 278 C14H15CIN202 1000148-52-3 18
4 Benzolbltriphenvlene 278 C22H14 000215-58-7 15
5 2-(4-Methoxyphenyl)-7-methyl-5-0... 278 C17H14N202 1000303-34-8 15
Abundance Scan 1316 (16.628 min): BF089007.D (-1314) (-) m/z 55.10 100.00%
5000
196213 236 295 T
3& | | 16.40 16.60 16.80 17.00
of ) m/z 83.10 82 .46%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #125689: Quinoxaline, 6-(3-nitrobenzylidenamino)-

278
75

5000

16.40 16.60 16.80 17.00
m/z 69.10 81.13%

177 205

0 250
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
278
I R S RAREREE
16.40 16.60 16.80 17.00
5000 m/z 278.10 70.12%

55 82 115 139 165 1971209 235 261

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #125601: cis-3-(3-Chlorophenyl)-perhydrocyclohexano[d]pyri... R EEEEEEEmEE
278

16.40 16.60 16.80 17.00
127 m/z 93.10 66.74%
153
5000 81
el
SRR i O T OO SO Y PO RN I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.40 16. 60 16. 80 17. 00

8270-BF063016-M Fri Jul 15 18:10:45 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089007.D

Aca On 15 Jul 2016 1:51

Operator : UM/SJ

Sample = H3995-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 17 Kauren-18-ol, acetate, (4.b... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.98 23.81 ng 231989 Perylene-d12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Kauren-18-ol. acetate. (4.beta.)- 330 C22H3402 072150-74-4 55
2 5-Preanen-3.beta.-ol-20-one. met... 330 C22H3402 1000364-94-5 40
3 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 32
4 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35Bro0 055103-80-5 22
5 Bisnor-7-desoxycholic acid 364 C22H3604 1000252-00-7 12
Abundance Scan 1347 (16.983 min): BF089007.D (-1344) (-) m/z 43.10 100.00%
a3
107 145 J\W
5000

255 3030 Lo S
414 16.60 16.80 17.00 17.20 17.40

(o m/z 107.10 61.86%

T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #169498: Kauren-18-ol, acetate, (4.beta.)-
43

69
5000 93 LA L B L L B L L L
16 60 16. 80 17. OO 17. 20 17. 40
123 0
159 147 257 330 m/z 105.05 59.85%
227
0 \“H M e ‘\ M | \‘ I 287 . ‘
- IIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43
I EEEEE R
208 16.60 16.80 17.00 17.20 17.40
5000 85 m/z 55.10 59.21%
121145
213 330
187 259
18 236
L L e SR EE
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #228560: .beta.-Sitosterol acetate A EREEEEEE s
43 16.60 16.80 17.00 17.20 17.40

m/z 145.10 55.39%

5000
107 147 396

o | “ | “HH‘M‘MH\ AL \\ £, .215 2% 28315 354 , | 428 456

m/z--> 5 150 200 250 300 350 400 450 16 60 16. 80 17. 00 17. 20 17. 40

8270-BF063016-M Fri Jul 15 18:10:46 2016

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089007.D

Aca On 15 Jul 2016 1:51

Operator : UM/SJ

Sample = H3995-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Androst-4-en-3-one, 17-hydr... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.87 29.67 ng 289092 Perylene-d12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 83
2 Testosterone 288 C19H2802 000058-22-0 52
3 Proaesterone 314 C21H3002 000057-83-0 52
4 (1S.2E.4S.5R.7E.11E)-Cembra-2.7.... 306 C20H3402 1000140-92-3 47
5 Pregn-4-ene-3,20-dione, (8.alpha... 314 C21H3002 003795-19-5 45
Abundance Scan 1425 (17.874 min): BF089007.D (-1422) (-) m/z 124.10 100.00%
124
5000

17.60 17.80 18.00 18.20

0! m/z 43.10 52.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #134675: Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17.be...
124
5000 LIS L L L L L L L
288 17.60 17.80 18.00 18.20
o | 147 046 m/z 55.10 44.39%
‘ 74 203
O NWWWﬁMWfMH“JJ L
m/z--> 50 100 150 200 250 300 350 400
Abundance
124
B R B B
17.60 17.80 18.00 18.20
5000 91 288 m/z 229.20 38.62%
147 246
41 67 203
173 225
ol e S bl by e 0 0L
m/z--> 50 100 150 200 250 300 350 400

Abundance #156710: Progesterone B R B B
17.60 17.80 18.00 18.20

m/z 57.10 37 .53%

5000

T T T T
17.60 17.80 18.00 18.20

8270-BF063016-M Fri Jul 15 18:10:47 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089007.D

Aca On 15 Jul 2016 1:51

Operator : UM/SJ

Sample = H3995-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 2-Nonadecanone Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

18.13 9.82 ng 95676 Perylene-d12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonadecanone 282 C19H380 000629-66-3 53
2 2-Pentadecanone 226 C15H300 002345-28-0 53
3 12-Tricosanone 338 C23H460 000540-09-0 43
4 Carbonic acid. 2-methoxvethvl ne... 190 C9H1804 1000331-42-7 43
5 2-Pentanol, 5-methoxy-2-methyl- 132 C7H1602 055724-04-4 38

Abundance Scan 1447 (18.126 min): BF089007.D (-1444) (-) m/z 59.10 100.00%

59

—

5000
e IR B A A i
109,57 146 168 188 06222 259 287 313 17.80 18.00 18.20 18.40
0! m/z 43.10 78.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129460: 2-Nonadecanone
58
5000 LA L L L L LB LB |

17.I80 18.IOO 18!20 18.I4O
m/z 58.05  71.94%

180 222239 264282

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

58
17.80 18.00 18.20 18.40
5000 m/z 71.10 59.40%
41 85
ol 15 111 138 168 208226

DU AR AR NN SRS AN RS SRR LA SARAN RARAN LA SARAS LARE SARN SR B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #175545: 12-Tricosanone A BEmma B R
17.80 18.00 18.20 18.40

m/z 57.10 42.29%

5000

239 267 295 338
L B o e R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17.80 18.00 18.20 18.40

8270-BF063016-M Fri Jul 15 18:10:47 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089007.D

Aca On 15 Jul 2016 1:51

Operator : UM/SJ

Sample = H3995-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 5(1H)-Azulenone, 2,4,6,7,8,... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.27 31.34 ng 305345 Perylene-d12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5(1H)-Azulenone. 2.4.6.7.8.8a-he... 218 C15H220 006754-66-1 56
2 Disulfide. diphenvl 218 C12H10S2 000882-33-7 43
3 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 43
4 Thienol3.2-b1thiophene-2.5-diimi... 218 C8H2N4S2 125594-14-1 30
5 3H-Naphthol[2,3-c]-1,2-dithiol-3... 218 C11H60S2 199166-69-3 30
Abundance Scan 1460 (18.274 min): BF089007.D (-1458) (-) m/z 105.10 100.00%
105
218
5000
133 161 189 R SRR SUNIR BN L
° 35251 272 300 326 18.00 18.20 18.40 18.60
of m/z 218.20 60.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #75945: 5(1H)-Azulenone, 2,4,6,7,8,8a-hexahydro-3,8-dimeth...
218
5000 176
18.00 18.20 18.40 18.60
m/z 43.10 30.83%
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
218
18.00 18.20 18.40 18.60
5000 m/z 77.00 23.88%
109
154 185
oL 30 65 g 126
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #75937: 2(1H)Naphthalenone, 3,5,6,7,8,8a-hexahydro-4,8a-di... B R B B
218 18.00 18.20 18.40 18.60

m/z 55.10 22 .29%

41 91 133

5000 107 175
67

9

191
o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

I I T T
18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071416\
Data File : BF089007.D

Acq On 15 Jul 2016 1:51

Operator : UM/SJ

Sample - H3995-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

15.19 194882 20.0
15.19 194882 20.0

2-Nonadecanone 18.13 9.8 ng 95676
5(1H)-Azulenone, ... 18.27 31.3 ng 305345

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknownl .86 1.86 9.9 ng 150974 1 6.68 305266 20.0
2-Pentanone, 4-hy... 4.84 11.9 ng 180902 1 6.68 305266 20.0
unknown6 .47 6.47 107.7 ng 1643920 1 6.68 305266 20.0
n-Hexadecanoic acid 11.75 7.8 ng 170232 4 11.20 439041 20.0
Cyclohexadecane 14.32 11.4 ng 335208 5 13.82 588740 20.0
16-Octadecenal 14.73 14.3 ng 139276 6 15.19 194882 20.0
Eicosane 14.90 85.8 ng 835698 6 15.19 194882 20.0
Heneicosane 15.62 135.4 ng 1319550 6 15.19 194882 20.0
1-Heptacosanol 15.67 18.5 ng 180106 6 15.19 194882 20.0
Oxirane, hexadecyl- 16.31 15.2 ng 148405 6 15.19 194882 20.0
Octadecane 16.57 11.1 ng 108543 6 15.19 194882 20.0
Quinoxaline, 6-(3... 16.63 13.8 ng 134276 6 15.19 194882 20.0
Kauren-18-ol, ace... 16.98 23.8 ng 231989 6 15.19 194882 20.0
Androst-4-en-3-on... 17.87 29.7 ng 289092 6 15.19 194882 20.0

6
6
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