LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112515\
Data File : BF083284.D

Aca On = 25 Nov 2015 20:22

Operator : UM/I1Z

Sample : 6G4559-08

Misc :

ALS Vial : 11 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-BF112115.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 4.719 236 239 251 rBVY 1023207 1890676 34.29% 3.326%
2 5.187 277 280 282 rBVY 4042900 4917627 89.20% 8.650%
3 5.347 291 294 301 rVB 33780 72479 1.31% 0.127%
4 6.250 371 373 376 rBVY 3699210 5366931 97.35% 9.440%
5 6.364 380 383 385 rBVY 4561758 5133144 93.11% 9.029%
6 6.582 400 402 405 rBV 946272 1015662 18.42% 1.787%
7 6.742 414 416 419 rBV 4009343 3650373 66.21% 6.421%
8 7.153 450 452 455 rBV 2436077 3179121 57.66% 5.592%
9 7.302 462 465 472 rVB 145690 239388 4.34% 0.421%
10 7.656 494 496 499 rBV 47881 66276 1.20% 0.117%
11 7.805 505 509 513 rBV2 49065 81982 1.49% 0.144%

12 7.873 513 515 518 rBV 1491417 1332142 24.16% 2.343%
13 8.262 546 549 552 rBV 76859 107435 1.95% 0.189%
14 8.833 596 599 602 rBV 64692 92411 1.68% 0.163%
15 8.959 607 610 612 rBVY 5726411 5513272 100.00% 9.698%

16 9.119 619 624 630 rvB2 29189 80105 1.45% 0.141%
17 9.359 643 645 647 rBVY 1567058 1361946 24.70% 2.396%
18 9.576 662 664 666 rBvY 107821 108344 1.97% 0.191%
19 9.622 666 668 671 rvV 1644431 1487589 26.98% 2.617%

20 9.793 681 683 686 rBvV3 28658 67804 1.23% 0.119%
21 9.896 690 692 694 rBv2 44742 57513 1.04% 0.101%
22 10.079 706 708 709 rvB 131123 130672 2.37% 0.230%
23 10.296 724 727 728 rBV 51635 76676 1.39% 0.135%

24 10.411 734 737 739 rBV 3230303 3251813 58.98% 5.720%
25 10.548 747 749 752 rVB3 158407 230316 4.18% 0.405%

26 10.639 755 757 759 rvv2 85059 91724 1.66% 0.161%
27 10.673 759 760 764 rvB2 55057 64758 1.17% 0.114%
28 10.742 764 766 768 rBvV2 38083 68481 1.24% 0.120%
29 10.776 768 769 772 rBV3 38591 65693 1.19% 0.116%

30 10.994 784 788 789 rBV 116505 140096 2.54% 0.246%

31 11.096 794 797 799 rVV 1593824 1441248 26.14% 2.535%

32 11.176 801 804 806 rBV3 54848 88444 1.60% 0.156%
33 11.348 816 819 823 rBV 258370 295759 5.36% 0.520%
34 11.416 823 825 828 rVB 88441 91278 1.66% 0.161%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112515\
Data File : BF083284.D

Aca On = 25 Nov 2015 20:22

Operator : UM/I1Z

Sample : 6G4559-08

Misc :

ALS Vial : 11 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-BF112115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.656 844 846 850 rBv2 506535 619667 11.24% 1.090%

36 11.931 868 870 873 rBvV 34675 72524 1.32% 0.128%
37 11.988 873 875 878 rBv2 42394 63532 1.15% 0.112%
38 12.045 878 880 882 rBV 59160 66203 1.20% 0.116%
39 12.136 887 888 889 rBvV 54787 62818 1.14% 0.110%

40 12.331 903 905 910 rvB4 88956 213129 3.87% 0.375%

41 12.434 912 914 916 rBV 253198 275210 4._.99% 0.484%
42 12.479 916 918 921 rVB2 98648 140325 2.55% 0.247%
43 12.685 933 936 938 rBV 4167296 4329030 78.52% 7.615%
44 12.834 947 949 952 rBV 101279 149844 2.72% 0.264%
45 12.937 955 958 959 rvv 75359 103240 1.87% 0.182%

46 12.971 959 961 963 rvB2 41083 60471 1.10% 0.106%
47 13.154 974 977 980 rBV2 265915 539867 9.79% 0.950%
48 13.211 980 982 984 rvVv 91032 120028 2.18% 0.211%
49 13.302 988 990 991 rvv 114013 175077 3.18% 0.308%
50 13.337 991 993 994 rvv 224911 251892 4._.57% 0.443%

51 13.371 994 996 1002 rVvB2 92122 202641 3.68% 0.356%
52 13.474 1004 1005 1007 rVvVv 68535 92161 1.67% 0.162%
53 13.519 1007 1009 1013 rVB3 41502 63206 1.15% 0.111%
54 13.599 1013 1016 1018 rBV2 294493 450432 8.17% 0.792%
55 13.645 1018 1020 1022 rVV 185313 192094 3.48% 0.338%

56 13.714 1024 1026 1029 rVB 1033326 1086017 19.70% 1.910%
57 13.920 1042 1044 1046 rBV2 148723 193067 3.50% 0.340%
58 14.125 1060 1062 1064 rBV2 117130 140036 2.54% 0.246%
59 14.217 1068 1070 1076 rVB3 243376 408469 7.41% 0.718%
60 14.514 1092 1096 1098 rBV2 98523 145829 2.65% 0.257%

61 14.800 1119 1121 1126 rBV2 303816 567343 10.29% 0.998%
62 14.868 1126 1127 1132 rVB 68742 83893 1.52% 0.148%
63 15.063 1142 1144 1147 rBV 710227 1006859 18.26% 1.771%
64 15.120 1147 1149 1153 rVB 78385 122955 2.23% 0.216%
65 15.485 1178 1181 1183 rBV 217553 312095 5.66% 0.549%

66 15.531 1183 1185 1188 rVV 146291 287620 5.22% 0.506%
67 15.577 1188 1189 1193 rVB 64107 109509 1.99% 0.193%
68 15.783 1205 1207 1212 rVB6 30576 61198 1.11% 0.108%
69 16.205 1241 1244 1249 rVB6 24156 59379 1.08% 0.104%
70 16.331 1252 1255 1257 rVV 139766 258207 4.68% 0.454%

71 16.377 1257 1259 1263 rVV 62661 145003 2.63% 0.255%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112515\
Data File : BF083284.D

Aca On = 25 Nov 2015 20:22

Operator : UM/I1Z

Sample : 6G4559-08

Misc :

ALS Vial : 11 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-BF112115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 16.457 1263 1266 1270 rVvVv4 69508 215877 3.92% 0.380%
73 16.548 1270 1274 1279 rVB2 154018 385740 7 .00% 0.679%
74 17.234 1331 1334 1338 rVB2 42331 98977 1.80% 0.174%
75 17.497 1355 1357 1363 rVV7 26613 75577 1.37% 0.133%

76 17.600 1364 1366 1373 rVB6 34423 100183 1.82% 0.176%
77 18.331 1424 1430 1434 rBV6 28545 107084 1.94% 0.188%

78 18.434 1434 1439 1447 rVB5 164006 526050 9.54% 0.925%
79 20.423 1608 1613 1627 rVB9 45236 251480 4._.56% 0.442%

Sum of corrected areas: 56851016
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083284.D

Aca On = 25 Nov 2015 20:22

Operator : UM/I1Z

Sample : 6G4559-08

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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: BF083284.D

5000000
6.36

5.19 6.74
4000000 6.25

3000000
7.15

2000000
7.87

4.72 6.58

& 5.35 L_ 730 7.68. 8.26

O e o e e e 1 A

Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF083284.D
8(96

1000000

5000000
12.69
4000000

10.41
3000000

2000000

9.36 9.62 11.10

1000000

0‘ Abreon o
Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF083284.D

5000000
4000000
3000000
2000000

1000000{.06

1
12 %4578 16. 5 17.231715060 181843 20.42

e e e e e e e e e i B B B maa e e

Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00

8270-BF112115.M Thu Nov 26 18:14:02 2015 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083284.D

Aca On = 25 Nov 2015 20:22

Operator : UM/I1Z

Sample : 6G4559-08

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 unknown4.72 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

472 37.23ng 1890680  1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
cetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
-Hexanol, 4-ethyl- 130 C8H180 019780-44-0 9

abrwNPE
WNRP XN

Abundance Scan 239 (4.719 min): BF083284.D (-236) (-) m/z 43.10 100.00%

43
59
5000
101

4.40 4.60 4.80 5.00

| 51 69 83
0...,....,....,....','....,..:!,....,....,....,...:,|....,....,....,....,...., m/z 59.10 56.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LI L L L L LB L BN B |
4.40 4.60 4.80 5.00
59 m/z 101.10 17-67%
101
21 34 | 51 ‘ 67 8 91
Ol e A T e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
R e EARRE R E
4.40 4.60 4.80 5.00
5000 41 m/z 58.05 13.97%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3602: 1-Propen-2-ol, acetate EEERREE RSy A ,

43 440 4.60 4.80 5.00
m/z 41.05 8.87%

5000
58
Yo i 100

L g e g

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083284.D

Aca On = 25 Nov 2015 20:22

Operator : UM/I1Z

Sample : 6G4559-08

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.36 Concentration Rank 1

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

6.36 101.08 ng 5133140 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 383 (6.364 min): BF083284.D (-380) (-) m/z 132.10 100.00%
5000 68
40 %6 6.00 6.0 640 660
54 . : : :
0 g8 lewr o m/z 68.10  45.45%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR SR L I
6.00 6.20 6.40 6.60
2 51 m/z 134.10 34 .48%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.00 620 640 660
5000 gg 116 m/z 66.05 27.35%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180 0
Abundance #14006: 5-Aminoindole A EARaR R L
132 6.00 6.20 6.40 6.60
m/z 69.10 17.48%
5000
104
ol 14 27 39 1 77 g | us ‘
m/z--> 20 40 60 80 100 120 140 160 180 6.00 620 640 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083284.D

Aca On = 25 Nov 2015 20:22

Operator : UM/I1Z

Sample : 6G4559-08

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 Hexanoic acid, 2-ethyl- Concentration Rank 20

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

7.30 3.59 ng 239388 Naphthalene-d8 7.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 83
2 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 59
3 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 50
4 1.4-Dioxane 88 C4H802 000123-91-1 47
5 Octanoic acid, 2-methyl-, methyl... 172 C10H2002 002177-86-8 40

Abundance Scan 465 (7.302 min): BF083284.D (-462) (-) m/z 73.10 100.00%

7.00 7.20 7.40 7.60

73
5000 41
\l 101
uhy

ol ALy e m/z 88.10 77.29%
m/z--> 50 100 150 200 250 300 350
Abundance #20007: Hexanoic acid, 2-ethyl-
73
5000 R S I L R
41 7.00 7.20 7.40 7.60
101 m/z 41.10 44 . 76%

oL Ul h‘.h J.”}%g., N,
m/z--> 50 100 150 200 250 300 350
Abundance
88

7.00 7.20 7.40 7.60

5000 m/z 57.10 34 .90%
41
71
158
oAUy oo s

m/z--> 50 100 150 200 250 300 350
Abundance #153016: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester

4, 88 7.00 7.20 7.40 7.60

m/z 55.10 26.07%

5000 7

‘ l ];09 135155173 214 242 272 294313 355

m/z--> 50 100 150 200 250 300 350 7.00 7.20 7.40 7.60

oL J,Jh.,!
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083284.D

Aca On = 25 Nov 2015 20:22

Operator : UM/I1Z

Sample : 6G4559-08

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 2-Tetradecene, (E)- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.35 4.10 ng 295759 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Tetradecene. (E)- 196 C14H28 035953-53-8 96
2 1-Hexadecanol 242 C16H340 036653-82-4 95
3 1-Pentadecanol 228 C15H320 000629-76-5 91
4 Cvclotetradecane 196 C14H28 000295-17-0 91
5 1-Tetradecene 196 C14H28 001120-36-1 89

Abundance Scan 819 (11.348 min): BF083284.D (-816) (-) m/z 55.10 100.00%

55

69 83

5000

3

111

11.00 11.20 11.40 11.60

125 139 152 167 196

0 m/z 43.10 95.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53627: 2-Tetradecene, (E)-
55
41
5000 29 69 R AEEE e
83 97 11.00 11.20 11.40 11.60
111 m/z 83.10 80.66%
oLas |l il | 1125 140153 168161 7
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 55 69
83 L R
9 11.00 11.20 11.40 11.60
5000 ’ m/z 69.10 78.01%
29 111
125
o 140 154 168 182 196 224
L B L B e e B B B =
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75200: 1-Pentadecanol R ERRE REmas EEEE
43 55 g9 83 11.00 11.20 11.40 11.60

m/z 57.10 75.32%

5000
111

%

29
18 || \‘ ‘\‘ ‘\ % 140154 165 192 210

m/z--> 20 40 100 120 140 160 180 200 220 11. OO 11. 20 11. 40 11.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083284.D

Aca On = 25 Nov 2015 20:22

Operator : UM/I1Z

Sample : 6G4559-08

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 Tetradecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.66 8.60 ng 619667 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 6-Methyl(pentamethylene)silyloxy... 326 C20H420Si 1000278-79-4 11
Abundance Scan 846 (11.656 min): BF083284.D (-844) (-) m/z 43.10 100.00%
60 73
5000
129
97 213 L B e
S 1 143157171185 100 | 207 256 11,40 11.60 11.80 12.00
0! m/z 73.05 99.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid
60 73
43
5000 L B B L B
129 1140 11.60 11.80 12.00
29 7 185 228 m/z 60.10 85.16%
‘ | ‘ T 0 15 1 143157171 ‘ 199
0,ﬂ.JMH$PWMJMwW”WM:m.ﬂ.w,”..”...%?.n”“.”,”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11,40 11,60 11.80 12.00
5000 29 129 m/z 57.10 81.46%
87 15 =h 214
99 143157 185
O o e o R L B oL
m/z--> 25 45 eb 85 160 150 150 1é0 180 200 220 250 2éo
Abundance #92228: n-Hexadecanoic acid R B AN B L
43 60 73 11.40 11.60 11.80 12.00
m/z 41.10 78.89Y%
5000{ 29 256
129
157171 213
Oll‘lll‘i‘\‘ MH‘ H IHH‘ MHIH‘\ |“|‘||14‘|.3||| ||‘||1?|5|]:99||||2|2|7|?49|||‘||| R T —T
m/z--> 20 40 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:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083284.D

Aca On = 25 Nov 2015 20:22

Operator : UM/I1Z

Sample : 6G4559-08

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 Tridecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.43 5.07 ng 275210 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 86
2 Tetradecanoic acid 228 C14H2802 000544-63-8 68
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 12-Bromododecanoic acid 278 C12H23Bro2 073367-80-3 53
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 38

Abundance Scan 914 (12.434 min): BF083284.D (-912) (-) m/z 43.10 100.00%

57 73

5000

s

185 241 IIIIIIIIIIIIIIIIIII
199513227° 1 0es 284 12.20 12.40 12.60 12.80

(o} m/z 73.05 85.23%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid
73
43 g
129

5000

143157171

29 12 20 12.40 12.60 12.80
214 m/z 57.10 80.60%
143157
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
51 A B
12.20 12.40 12.60 12.80
5000{ 29 129 m/z 60.05 77.01%
87 185
101112 143,171 | g9 228
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83683: Pentadecanoic acid B AR S
43 12.20 12.40 12.60 12.80
m/z 55.10 65.40%
29
5000
199
L H‘ 1431571711857 513
Ot e e  EEEEE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80

8270-BF112115.M Thu Nov 26 18:14:07 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083284.D

Aca On = 25 Nov 2015 20:22

Operator : UM/I1Z

Sample : 6G4559-08

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 unknownl3.15 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.15 9.94 ng 539867 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Thiopheneacetic acid 142 C6H602S 001918-77-0 49
2 lIsoxazole. 3.5-dimethvl- 97 C5H7NO 000300-87-8 47
3 Oxazole. 2.4-dimethvl- 97 C5H7NO 007208-05-1 47
4 2-Thiopheneacetic acid. isopropv... 184 C9H1202S 068100-13-0 47
5 Methyl 2-thienylacetate 156 C7H802S 019432-68-9 47
Abundance Scan 977 (13.154 min): BF083284.D (-974) (-) m/z 97.10 100.00%
o7
57
5000
4l 83 | 113 175189 271 12:80 13.00 13.20 13.40
145159 213229 286 : : . .
Ol b b el 128 S H3229208 T 7 10 57.00%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18654: 2-Thiopheneacetic acid
o7
5000 A AR LR SRR B
142 12:80 13.00 13.20 13.40
45 m/z 55.10 23.46%
o2l || %983 111
mz-> 20 40 éo 80 100 120 140 160 180 200 220 240 260 280
Abundance
g 97
12:80 13.00 13.20 13.40
5000 54 m/z 41.10 15.51%
. 39 68
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2910: Oxazole, 2,4-dimethyl- R e R B
o7 12.80 13.00 13.20 13.40
m/z 69.10 15.29%
5000
42 o
0 ||“ﬁ|”‘|||‘l||‘||||||‘|||||||||||||||||||||||||||||||||||||||| S —
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12:80 13.00 13.20 1340

8270-BF112115.M Thu Nov 26 18:14:08 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083284.D

Aca On = 25 Nov 2015 20:22

Operator : UM/I1Z

Sample : 6G4559-08

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 unknownl3.34 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.34 4.64 ng 251892 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 4-hexadecvl ester 340 C22H4402 1000282-83-8 38
2 2-Propvilthiazole 127 C6HONS 017626-75-4 35
3 1-Pvrrolidinocarbonvimethvl pipe... 197 C10H19N30 039890-45-4 28
4 Hexanoic acid. 6-tridecvl ester 298 C19H3802 1000279-29-5 25
5 4-Butoxy-2,4-dimethyl-2-pentene 170 C11H220 1000159-08-7 25
Abundance Scan 993 (13.337 min): BF083284.D (-991) (-) m/z 99.10 100.00%
57 9o
5000
155 B e S
41 83 T T T T T
13.00 13.20 13.40 13.60
o...,....,|'...|!,..|"..,|....| ..:.,1?.6..,...[,...1.7,5‘..1.9.5.2]1.1. 220 2 "m/z 57.10 81.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #137341: Hexanoic acid, 4-hexadecy! ester
99
43
5000 U AR
Bmmmmmmm
Srl m/z 111.10 28.08%
o ‘m M‘ h B il am1sainl 1e7 224 o1
m/z--> 20 40 60 80 100 150 1&0 1éo 1éo 200 220 240 2éo
Abundance
58 99
13.00 13.20 13.40 13.60
5000 27 m/z 97.10 22.14%
41 126
18 | 113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54034: 1-Pyrrolidinocarbonylmethy! piperazine L B e o A
99 anmnmmm
m/z 155.20 20.62%
5000 56
42 70
a4 129 155
RN RENN 180 197
0 | \ | M

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13. OO 13. 20 13. 40 13. 60

8270-BF112115.M Thu Nov 26 18:14:09 2015

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083284.D

Aca On = 25 Nov 2015 20:22

Operator : UM/I1Z

Sample : 6G4559-08

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 unknownl13.37 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
13.37 3.73 ng 202641 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Preana-5.9(11)-dien-20-0l-3-one ... 358 C23H3403 1000194-02-0 38
2 2-0Octen-4-one. 2-methoxv- 156 C9H1602 024985-48-6 38
3 Cholestan-22(26)-epoxv 386 C27H460 1000252-60-0 38
4 Hexanoic acid. 3-tridecvl ester 298 C19H3802 1000279-29-2 38
5 Phosphonofluoridic acid, methyl-._.. 224 C10H22FO02P 211192-74-4 38
Abundance Scan 996 (13.371 min): BF083284.D (-994) (-) m/z 99.10 100.00%
9o
57
5000
187 TNV A M A
77| 241161 | 905225 psg 25T 309 13.00 13.20 13.40 13.60
0 m/z 57.10 76.60%
m/z--> 50 100 150 200 250 300 350
Abundance #144254: Pregna-5,9(11)-dien-20-ol-3-one ethylene ketal
99
5000 UL SRR RGN SUNE I
13.00 13.20 13.40 13.60
m/z 55.10 38.42%
29 55 79 | 119141165185 211 239 270 296 329 358
m/z--> 50 100 150 200 250 300 350
Abundance
99
13.00 13.20 13.40 13.60
5000 m/z 69.10 34.50%
39 %9 141
L L L L I WL L
m/z--> 50 100 150 200 250 300 350
Abundance #153181: Cholestan-22(26)-epoxy T
99 13.00 13.20 13.40 13.60
m/z 187.10 23.09%
5000
55
0 | L L‘7‘%‘”_‘121 149 175 217 258 286 371
m/z--> 50 100 150 200 250 300 350 13.00 13.20 13.40 13.60

8270-BF112115.M Thu Nov 26 18:14:10 2015

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083284.D

Aca On = 25 Nov 2015 20:22

Operator : UM/I1Z

Sample : 6G4559-08

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 Tetracontane, 3,5,24-trimet... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.60 8.30 ng 450432 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracontane. 3.5.24-trimethvl- 605 C43H88 055162-61-3 72
2 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 58
3 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 58
4 Decane. 3.6-dimethvl- 170 C12H26 017312-53-7 55
5 Nonane 128 C9H20 000111-84-2 53
Abundance Scan 1016 (13.599 min): BF083284.D (-1013) (-) m/z 57.10 100.00%
57
so00 M%
85
15 149 1q7215243 285 13.20 13.40 13.60 13.80 14.00
O e e L B A B e L o m/z 43.10 75.02%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #172669: Tetracontane, 3,5,24-trimethyl-
57
5000 AR A DAL SURIL B
85 Bmmmmmmmmm
m/z 71.10 51.80%
oL h \‘ ‘Hﬁ% 141160 206238 505 547
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
13.20 13.40 13.60 13.80 14.00
5000 83 m/z 55.10 45 .84%
111
0 139168195224252
m/z--> 55 160 1%0 200 250 300 3éo 460 4éo 560 séo
Abundance #159526: Pentafluoropropionic acid, octadecy! ester L e e e
43 13.20 13.40 13.60 13.80 14.00
m/z 41.10 37.32%
5000
71
ol y} P; 139167195224252
m/z--> 50 1(')0 150 200 250 300 3&'30 4(')0 4&'30 5(')0 séo 13. 20 13 40 13. 60 13. 80 14. 00

8270-BF112115.M Thu Nov 26 18:14:11 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083284.D

Aca On = 25 Nov 2015 20:22

Operator : UM/I1Z

Sample : 6G4559-08

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 10-Methylnonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.22 7.52 ng 408469 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Methvlnonadecane 282 C20H42 056862-62-5 91
2 Eicosane 282 C20H42 000112-95-8 87
3 Octacosane 394 C28H58 000630-02-4 86
4 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 80
5 Pentadecane 212 C15H32 000629-62-9 74
Abundance Scan 1070 (14.217 min): BF083284.D (-1068) (-) m/z 57.10 100.00%
57
LR SR SR BURURN SUN
113 141 14.00 14.20 14.40 14.60
ol .|~, y AT I 169 211 245 283 m/z 43.10  64.43%
m/z--> 50 100 150 200 250 300 350
Abundance #107656: 10-Methylnonadecane
57
85
5000 LR SN BN UL SUN
14.00 14.20 14.40 14.60
154 m/z 71.10 57 .92%
29 | us
OI\JI ‘:‘l‘uh‘l‘ I\“\Iw‘\l N:”::l‘uuuuluuuu ?67|||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance
57
14,00 14.20 14.40 14.60
5000 m/z 85.10 37.63%
85
29
0 113 141 169 282
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane R AN BT
57 14.00 14.20 14.40 14.60
m/z 41.10 26.18%
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 ' 14.00 14.20 14.40 14.60

8270-BF112115.M Thu Nov 26 18:14:11 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083284.D

Aca On = 25 Nov 2015 20:22

Operator : UM/I1Z

Sample : 6G4559-08

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.80 11.27 ng 567343 Perylene-di12 15.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 87
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 86
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 1121 (14.800 min): BF083284.D (-1119) (-) m/z 57.10 100.00%
57
5000 85 A/i//\\
113 14.40 14.60 14.80 15.00 15.20
ol b T340 109180211281258 281 | nz7 43.10  68.36%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57
5000 A B S UL B
85 14.40 14.60 14.80 15.00 15.20
m/z 71.10 64 .27%
o 290 | || M3 141 169 107 225 253 281 323 351 380
m/z--> 50 100 1éo 200 250 300 350
Abundance
57
o 14.40 14.60 14.80 15.00 15.20
5000 m/z 85.10 44 _58%
29 113
0 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #122578: Tridecane, 1-iodo- T EREEL T e e
57 14.40 14.60 14.80 15.00 15.20
m/z 41.10 21.07%
o 1 N/RAJ/\.\A@
28
183
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00 15.20

8270-BF112115.M Thu Nov 26 18:14:12 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083284.D

Aca On = 25 Nov 2015 20:22

Operator : UM/I1Z

Sample : 6G4559-08

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.49 6.20 ng 312095 Perylene-di12 15.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heneicosane, l1ll-pentyl- 366 C26H54 014739-72-1 90
Abundance Scan 1181 (15.485 min): BF083284.D (-1178) (-) m/z 57.10 100.00%
57
5000 85 ,Vj\,vvh‘,,/\\ﬂ\,\__v/\v
L DAL AR B B
113 15.20 15.40 15.60 15.80
141
ol ALl M 160180210 239 266 4L TG 63, 10w
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57
5000 R SRR U S IR
85 mmmmmmmm
29 m/z 43.10 62.04%
o J‘L |y 18 141169 282
m/z--> 55 160 150 260 2éo 360 3éo
Abundance
57
15.20 1540 15.60 15.80
5000 g5 m/z 85.10 43 .15%
29
o 113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 2éo 360 3éo
Abundance #151556: Heptacosane R e RS
57 15.20 15.40 15.60 15.80
m/z 55.10 24 .55%
5000
85
0 20| 18 141 169 197 225 253 281 323 351 380
m/z--> 55 160 150 260 250 360 3éo ' 1550 1540 1560 1580

8270-BF112115.M Thu Nov 26 18:14:13 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083284.D

Aca On = 25 Nov 2015 20:22

Operator : UM/I1Z

Sample : 6G4559-08

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 1-Heneicosyl formate Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.53 5.71 ng 287620 Perylene-d12 15.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 81
2 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 74
3 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 68
4 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 68
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 58
Abundance Scan 1185 (15.531 min): BF083284.D (-1183) (-) m/z 83.10 100.00%
57
5000 \/\w/\k/\“f—
UL DU BN SR
3 263 15.20 15.40 15.60 15.80
o 283 m/z 57.10 95.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137330: 1-Heneicosyl formate
57 83
5000 LR S DML B B
15.20 15.40 15.60 15.80
m/z 97.10 90.81%
o 167 196 222 266 294 322340
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43
69 UL DU BN SR
97 15.20 15.40 15.60 15.80
5000 m/z 55.10 87.33%
123
. 141 165 196 222 269
SR LR LA LA LA RN LAY AR LAY LARAN LR LARAN LR AR LAY LA LALR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #154046: Bromoacetic acid, octadecyl ester R B
3 15.20 15.40 15.60 15.80
m/z 43.10 85.28%
- J\\W//\/\/\OVAI
0 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 1520 15.40 15.60 15.80

8270-BF112115.M Thu Nov 26 18:14:14 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083284.D

Aca On = 25 Nov 2015 20:22

Operator : UM/I1Z

Sample : 6G4559-08

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 unknownl16.33 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.33 5.13 ng 258207 Perylene-di12 15.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Undecanone. 6.10-dimethvl- 198 C13H260 001604-34-8 38
2 Mvristic acid vinvl ester 254 C16H3002 005809-91-6 35
3 Tetradecane 198 C14H30 000629-59-4 25
4 Heptadecane 240 C17H36 000629-78-7 25
5 2-Heptadecanone 254 C17H340 002922-51-2 25

Abundance Scan 1255 (16.331 min): BF083284.D (-1252) (-) m/z 57.10 100.00%

5000

16.00 16.20 16.40 16.60

0 m/z 43.10 90.40%
m/z--> 50 100 150 200 250 300
Abundance #54940: 2-Undecanone, 6,10-dimethyl-
43
71
5000 LA L L L L L L LN |
16.00 16.20 16.40 16.60
180 m/z 71.10 79.15%
H | ‘ 109 140 108
ot
m/z--> 50 100 150 200 250 300
Abundance
57
R EREEE RS R
211 16.00 16.20 16.40 16.60
5000 m/z 58.10 64.24%
85
29
109
0 137155 176193
L B e e e e o e L e e e e e e e o e R
m/z--> 50 100 150 200 250 300
Abundance #55008: Tetradecane
57 16.00 16.20 16.40 16.60
m/z 239.30 46.42%
5000 85
29
oL L) 13 1 160 198
— ettt
m/z--> 50 100 150 200 250 300 16.00 16.20 16.40 16.60

8270-BF112115.M Thu Nov 26 18:14:15 2015 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083284.D

Aca On = 25 Nov 2015 20:22

Operator : UM/I1Z

Sample : 6G4559-08

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 Dichloroacetic acid, heptad... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.46 4.29 ng 215877 Perylene-di12 15.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 87
2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 87
3 Trichloroacetic acid. tridecvl e... 344 C15H27C1302 074339-51-8 86
4 1-Hexacosanol 382 C26H540 000506-52-5 72
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 68
Abundance Scan 1266 (16.457 min): BF083284.D (-1263) (-) m/z 57.10 100.00%
57
43 83
5000
167 183 202 222 241 16,20 16.40 16.60 16.80
o} m/z 83.10 80.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146886: Dichloroacetic acid, heptadecy! ester
43 57 3

16!20 16.I40 16!60 16.I80
m/z 69.10  79.96%

5000

29

126140154168182

238250266

210 295

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 83 R DR DR BN I
97 16.20 16.40 16.60 16.80
5000 m/z 55.10 75.83%
111
29

126140154169 19210 238 oo og3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #138591: Trichloroacetic acid, tridecyl ester R BEERE BT L
43 57 16.20 16.40 16.60 16.80
83 m/z 43.10 73.66%

5000

T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083284.D

Aca On = 25 Nov 2015 20:22

Operator : UM/I1Z

Sample : 6G4559-08

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknownl6.55 Concentration Rank 9

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

16.55 7.66 ng 385740 Perylene-di12 15.06

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Hexen-1-one. 1-(1H-imidazol-4-... 192 C11H16N20 069393-41-5 42
2 2.4.5.5.8a- Pentamethvl 6.7.8.8a-... 206 C14H220 1000195-40-9 38
3 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 38
4 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 30
5 2,4,7-Pteridinetriamine, 6-methyl- 191 C7HON7 017539-50-3 25

Abundance Scan 1274 (16.548 min): BF083284.D (-1270) (-) m/z 191.15 100.00%
191
95
5000 69
123
163
43 S At e
4 219,73 T 16.20 16.40 16.60 16.80
(o} m/z 95.10 77.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #50265: 5-Hexen-1-one, 1-(1H-imidazol-4-yl)-4,4-dimethyl-
95
5000 69 LA LI L L L L B LB B B
41 123 192 16 20 16. 40 16.60 16.80
163 ‘ m/z 81.10 59.12%
O.WM‘MM$JMNNHHHﬂJ.J,........,....,....,..
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
R B
16.20 16.40 16.60 16.80
5000 m/z 69.10 42 _.49%
43 149
o 91 123
bl g L 4 L
m/z--> 50 100 150 200 250 300 350 400
Abundance #60261: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en... R S E i
191 16.20 16.40 16.60 16.80
m/z 55.10 40.85%
5000 43
123 149
69 0 ‘ J
N P Y —
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083284.D

Aca On = 25 Nov 2015 20:22

Operator : UM/I1Z

Sample : 6G4559-08

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 19 1-Cyclohexene-1-butanal, .-a... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.43 10.45 ng 526050 Perylene-di12 15.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cvclohexene-1-butanal. _-alpha.... 208 C14H240 021632-06-4 83
2 4-Tetradecvne 194 C14H26 060212-33-1 45
3 Cvclohexanone., 2.3.3-trimethvl-2._._. 206 C14H220 069296-91-9 38
4 6-Isopropenvl-4.8a-dimethvl-4a.5... 218 C15H220 086917-79-5 38
5 Cedrol 222 C15H260 000077-53-2 35
Abundance Scan 1439 (18.434 min): BF083284.D (-1434) (-) m/z 69.10 100.00%
5000 Mj\w
1820 18.40 18,60 18.80
0’ m/z 95.10 86.75%
m/z--> 50 100 150 200 250 300
Abundance #61624: 1-Cyclohexene-1-butanal, .alpha.,2,6,6-tetramethyl-
4 95 123
69
5000 LA SN UL SRR B
120175 Log 18.20 18:40 18.60 18.80
‘ ‘ m/z 55.10 77.15%
0 |1‘|8“|‘ “ I\HI \I HI\‘ I\I\I l“ \I — —
m/z--> 50 100 150 200 250 300
Abundance
67
" 1820 18.40 18.60 18.80
5000 o5 m/z 109.10 70.41%
123
o 151 179
m/z--> 50 100 150 200 250 300
Abundance #60268: Cyclohexanone, 2,3,3-trimethyl-2-(3-methyl-1,3-but... R A BT B S
123 18.20 18.40 18.60 18.80
95 206 m/z 81.10 68.26%
5000 4l
69
L e s
0 "'I"'J'I 'LJ" 1 Y U HRIRA UL BN SRR B
m/z--> 50 100 150 200 250 300 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083284.D

Aca On = 25 Nov 2015 20:22

Operator : UM/I1Z

Sample : 6G4559-08

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 20 unknown20.42 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.42 5.00 ng 251480 Perylene-di12 15.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 46
2 2- Chloropropionic acid. hexadec... 332 C19H37CI02 086711-81-1 42
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 42
4 1-Hexadecanesulfonvl chloride 324 C16H33Cl102S 038775-38-1 41
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 41
Abundance Scan 1613 (20.423 min): BF083284.D (-1608) (-) m/z 57.10 100.00%
5
111
139 165 249 355 " 20.20 20.40 20.60 20.80
221 283 : : : :
o2 A AR Tm/z 85.10 92.77%
m/z--> 50 100 150 200 250 300 350
Abundance #146886: Dichloroacetic acid, heptadecy! ester
57 8
5000 LR UL B BRI B
11 20,20 20,40 20.60 20.80
29 m/z 43.10 79.50%
oL Ll 1L \“ | 1139 168 191210 238 65 oo
m/z--> 55 160 1%0 260 2%0 300 3%0
Abundance
57 83
1 " 20.20 20.40 20.60 20.80
5000 m/z 55.10 68.18%
29 196
0 139 168 222 269 332 WA\/\/JV\JNJ/ﬁthxﬂAAMwJV«V
m/z--> 55 160 1%0 200 2%0 300 350
Abundance #152927: Trichloroacetic acid, hexadecy! ester R B LN B s
4 20.20 20.40 20.60 20.80
69 m/z 83.10 63.29%
97
5000
‘ 125
0<2 .J.”,J.L”.“‘.“lg?..%96.2.2‘:'. e e i S
m/z--> 50 100 150 200 250 300 350 20.20 20.40 20.60 20.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112515\
Data File : BF083284.D

Acq On = 25 Nov 2015 20:22

Operator : UM/1Z

Sample - G4559-08

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\Methods\8270-BF112115_.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]
unknown4 .72 4.72 37.2 ng 1890680 1 6.58 1015660 20.0
unknown6 .36 6.36 101.1 ng 5133140 1 6.58 1015660 20.0
Hexanoic acid, 2-... 7.30 3.6 ng 239388 2 7.87 1332140 20.0
2-Tetradecene, (E)- 11.35 4.1 ng 295759 4 11.10 1441250 20.0
Tetradecanoic acid 11.66 8.6 ng 619667 4 11.10 1441250 20.0
Tridecanoic acid 12.43 5.1 ng 275210 5 13.71 1086020 20.0
unknown13.15 13.15 9.9 ng 539867 5 13.71 1086020 20.0
unknown13.34 13.34 4.6 ng 251892 5 13.71 1086020 20.0
unknown13.37 13.37 3.7 ng 202641 5 13.71 1086020 20.0
Tetracontane, 3,5... 13.60 8.3 ng 450432 5 13.71 1086020 20.0
10-Methylnonadecane 14.22 7.5 ng 408469 5 13.71 1086020 20.0
Heptacosane 14.80 11.3 ng 567343 6 15.06 1006860 20.0
Eicosane 15.49 6.2 ng 312095 6 15.06 1006860 20.0
1-Heneicosyl formate 15.53 5.7 ng 287620 6 15.06 1006860 20.0
unknown16 .33 16.33 5.1 ng 258207 6 15.06 1006860 20.0
Dichloroacetic ac... 16.46 4.3 ng 215877 6 15.06 1006860 20.0
unknown16 .55 16.55 7.7 ng 385740 6 15.06 1006860 20.0
1-Cyclohexene-1-b... 18.43 10.4 ng 526050 6 15.06 1006860 20.0
unknown20.42 20.42 5.0 ng 251480 6 15.06 1006860 20.0
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