LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082910.D

Aca On : 13 Nov 2015 21:25

Operator : UM/I1Z

Sample : 64370-07

Misc :

ALS Vial : 20 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-BF110715.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 4.979 249 253 255 rBV 1444270 2037881 52.99% 3.782%
2 5.424 289 292 294 rBVY 3992326 3845519 100.00% 7.136%
3 6.464 381 383 386 rVB 3737330 3631480 94.43% 6.739%
4 6.579 391 393 396 rBY 3585416 3564875 92.70% 6.616%
5 6.807 410 413 415 rBV 1782881 1527132 39.71% 2.834%
6 6.967 424 427 429 rVB 2635714 2932303 76.25% 5.442%
7 7.242 446 451 455 rvVB 20368 45357 1.18% 0.084%
8 7.367 459 462 465 rBV 2527497 2310965 60.10% 4.289%
9 7.847 498 504 516 rBv4 62011 159489 4.15% 0.296%
10 8.007 516 518 520 rBV 38784 43937 1.14% 0.082%
11 8.099 523 526 528 rBVY 1476253 1834117 47.69% 3.404%
12 8.453 554 557 559 rBV2 41149 57797 1.50% 0.107%
13 8.716 578 580 582 rVB 103830 85627 2.23% 0.159%
14 9.047 608 609 612 rBV3 31164 47350 1.23% 0.088%
15 9.173 617 620 622 rVV 4489470 3713594 96.57% 6.892%
16 9.310 629 632 636 rVB 46901 59258 1.54% 0.110%
17 9.516 646 650 652 rBV3 22465 43038 1.12% 0.080%
18 9.573 652 655 657 rBV 794896 838188 21.80% 1.555%
19 9.790 673 674 677 rVB 90872 66211 1.72% 0.123%

20 9.848 677 679 681 rBV 2160263 2019746 52.52% 3.748%

21 10.065 696 698 701 rvB2 29915 51659 1.34% 0.096%
22 10.293 716 718 719 rVB 178856 132574 3.45% 0.246%
23 10.510 734 737 740 rBV 58578 106864 2.78% 0.198%
24 10.636 746 748 750 rBV 2226645 2273438 59.12% 4.219%
25 10.762 758 759 764 rBV 176337 243157 6.32% 0.451%

26 10.899 769 771 774 rVB3 35971 64195 1.67% 0.119%
27 10.956 774 776 778 rBV2 32086 61827 1.61% 0.115%
28 11.013 778 781 783 rVvv3 47059 69566 1.81% 0.129%
29 11.082 786 787 790 rVB3 48881 68450 1.78% 0.127%

30 11.208 794 798 800 rBV 74817 135415 3.52% 0.251%

31 11.333 807 809 811 rBV 2205850 1917872 49.87% 3.559%

32 11.402 812 815 816 rVB3 68345 87556 2.28% 0.162%
33 11.562 827 829 833 rBv4 26699 44609 1.16% 0.083%
34 11.688 838 840 841 rBV 49933 47793 1.24% 0.089%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082910.D

Aca On : 13 Nov 2015 21:25

Operator : UM/I1Z

Sample : 64370-07

Misc :

ALS Vial : 20 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-BF110715.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.802 847 850 851 rBvV 52886 64850 1.69% 0.120%
36 11.882 854 857 860 rvv2 258716 465006 12.09% 0.863%
37 11.939 860 862 867 rvVB4 31443 79140 2.06% 0.147%
38 12.122 876 878 880 rBV3 32485 58070 1.51% 0.108%
39 12.168 880 882 883 rvB 54575 52481 1.36% 0.097%
40 12.214 883 886 888 rBV3 39368 67776 1.76% 0.126%
41 12.316 893 895 898 rBv2 43089 84955 2.21% 0.158%

42 12.374 898 900 903 rBVvV2 78041 147204 3.83% 0.273%
43 12.568 913 917 923 rBV4 324949 1111949 28.92% 2.064%
44 12.659 923 925 929 rvVv 274865 384804 10.01% 0.714%
45 12.728 929 931 932 rVvVv 76712 112797 2.93% 0.209%

46 12.762 932 934 937 rVB 95618 157303 4_.09% 0.292%
47 12.922 946 948 950 rVB 2645933 2522176 65.59% 4.681%
48 12.979 950 953 956 rBv4 32704 89898 2.34% 0.167%
49 13.082 959 962 966 rvv4 73794 191954 4_.99% 0.356%
50 13.139 966 967 971 rVB2 71046 123222 3.20% 0.229%

51 13.402 988 990 992 rVB 119495 115430 3.00% 0.214%

52 13.539 1001 1002 1004 rBV 49805 62732 1.63% 0.116%
53 13.574 1004 1005 1007 rVvVv 93171 115337 3.00% 0.214%
54 13.619 1007 1009 1011 rVB2 63898 68552 1.78% 0.127%

55 13.825 1025 1027 1030 rBV 286485 396774 10.32% 0.736%

56 13.974 1037 1040 1042 rBV 1092949 1463187 38.05% 2.715%
57 14.465 1081 1083 1089 rBV 417035 556277 14.47% 1.032%
58 14.831 1113 1115 1117 rVB 149009 155124 4._.03% 0.288%
59 15.082 1135 1137 1141 rBV2 203730 379905 9.88% 0.705%
60 15.391 1161 1164 1167 rBV 1187287 1454266 37.82% 2.699%

61 15.631 1182 1185 1188 rBV2 157380 254142 6.61% 0.472%
62 15.848 1202 1204 1206 rBV 118352 185845 4.83% 0.345%
63 15.894 1206 1208 1213 rVB 157846 311676 8.10% 0.578%
64 16.603 1267 1270 1273 rVB 152947 290752 7.56% 0.540%
65 17.071 1309 1311 1318 rVB4 148089 533137 13.86% 0.989%

66 17.334 1330 1334 1335 rBV2 189627 438264 11.40% 0.813%
67 17.631 1356 1360 1368 rBV 415566 1148793 29.87% 2.132%
68 17.757 1368 1371 1375 rVV2 127976 399134 10.38% 0.741%
69 17.848 1376 1379 1384 rVB3 230823 607267 15.79% 1.127%
70 18.088 1395 1400 1407 rBV 1280678 3634545 94.51% 6.745%

71 18.226 1407 1412 1416 rBV 542558 1432104 37.24% 2.658%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082910.D

Aca On : 13 Nov 2015 21:25

Operator : UM/I1Z

Sample : 64370-07

Misc :

ALS Vial =: 20 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-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 53885667
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082910.D

Aca On : 13 Nov 2015 21:25

Operator : UM/I1Z

Sample : 6G4370-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASEN\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF082910.D
5.42
4000000 6.46
6.58
3000000
6.97 .4,
2000000 6.81
4.98 8.10
1000000
il 20 7.83, 8.45
-7t ey
Time--> 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: BF082910.D
9|17
4000000
3000000 12.92
9.85 10.64 11.33
2000000
13.97
1000000 0.57
- 0.29, |10 ar o8 317
872 903 9.3104 9.0 10.06 1051 smens2in 40 spEDgD ORI
O I SR R e e S T H e S e S e e S
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: BF082910.D
4000000
3000000
2000000
15.39 18.09
1000000
16.60  17.0717.33
r—y 77—
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
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082910.D

Aca On : 13 Nov 2015 21:25

Operator : UM/I1Z

Sample : 6G4370-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

4.98 26.69 ng 2037880 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 9

Abundance Scan 253 (4.979 min): BF082910.D (-249) (-) m/z 43.10 100.00%
48
59
5000
T s Ak ok B o
83 : : : : :
o...,....,....,....',':...?.1.!],...‘??....,.~...,....-,....,....,....,....,...., m/z 59.10 63.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AL U R
59 460 4.80 5.00 5.20 5.40
m/z 101.10 22 .31%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 4.80 500 520 540
5000 M m/z 58.10 15.95%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4—methy|— LI L L L L L L LB L
43 460 4.80 5.00 5.20 5.40
m/z 41.10 9.04%
5000
101
15
A |
0'“l”'WHN”'“w“L'VJ'VH'b“'wgﬁw'“i““l”'WH'W“'W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082910.D

Aca On : 13 Nov 2015 21:25

Operator : UM/I1Z

Sample : 6G4370-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.58 Concentration Rank 2

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

6.58 46.69 ng 3564880 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 393 (6.579 min): BF082910.D (-391) (-) m/z 132.10 100.00%
132
68
5000
|75 % 620 640 6.60 6.80 7.00
104 : : : : :
0 ..,....,....,...!,“.'.‘.‘? o Shdl b 87wl S WL m/z 68.10 56.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRS SN N R
6.20 6.40 6.60 6.80 7.00
2 78 m/z 66.10 34 .15%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 134.10 32.43%
33 a4 97 105

70 78
51 60 86 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2744: 2-Cyclohexen-1-one B E A na]
68 6.20 6.40 6.60 6.80 7.00
m/z 69.05 22.17%

5000
96
27 55

o.w”fﬁnm,”.wt.wmhw”.,”.ﬁﬁ.w.”w.”w.”w.”w.”w.. SN £ U G
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082910.D

Aca On : 13 Nov 2015 21:25

Operator : UM/I1Z

Sample : 6G4370-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.88 4.85 ng 465006 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 59
3 n-Decanoic acid 172 C10H2002 000334-48-5 58
4 Tridecanoic acid 214 C13H2602 000638-53-9 38
5 Ethanol, 2-(hexadecyloxy)- 286 C18H3802 002136-71-2 18
Abundance Scan 857 (11.882 min): BF082910.D (-854) (-) m/z 73.05 100.00%
43 60 P
5000 129 013
11.60 11.80 12.00 12.20
0 m/z 60.05 81.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000 29 256
129 11.60 11.80 12.00 12.20
s 213 m/z 43.10 79.34%
185
0 "|""|"'|" | HH‘ MH IH‘\ Iulwl |14‘|.3||| |||| |‘||1|99|||| 2|2|7|2|49|||‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
' 11.60 11.80 12.00 12.20
5000 29 129 m/z 57.10 66.32%
87 185
. 101t 13,171 g 228
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #37192: n-Decanoic acid e e ERRES BE s
60 73 11.60 11.80 12.00 12.20
a1 m/z 55.10 60.06%
5000 129
2
T Ll
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082910.D

Aca On : 13 Nov 2015 21:25

Operator : UM/I1Z

Sample : 6G4370-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11-Octadecynoic acid, methy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.57 11.60 ng 1111950 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Octadecvnoic acid. methvl ester 294 C19H3402 026543-37-3 90
2 1-Hexadecvne 222 C16H30 000629-74-3 89
3 Bicvclol2.2.2loctane. 2-methvl- 124 C9H16 000766-53-0 87
4 1-Tetradecvne 194 C14H26 000765-10-6 86
5 1-Pentadecyne 208 C15H28 000765-13-9 76

Abundance Scan 917 (12.568 min): BF082910.D (-913) (-) m/z 67.10 100.00%

67
41
5000

12.20 12.40 12.60 12.80

164 195 222237
| M— 13 m/z 81.10 81.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #114363: 11-Octadecynoic acid, methyl ester
41 67
5000 LA L L L L L LB L L B

12.20 12.40 12.60 12.80
m/z 55.10 74.18%

238 263

150 171186 206 294

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
81
43 IIIIIIIIIIIIIIIIIIIIIII
12.20 12.40 12.60 12.80
5000 9% m/z 41.10 61.82%
27
o 66 111 137152 179194 222
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10365: Bicyclo[2.2.2]octane, 2-methyl- R e EEaE L
7 95 12.20 12.40 12.60 12.80
124 m/z 95.10 56.27%
h ] JAW
o UMM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082910.D

Aca On : 13 Nov 2015 21:25

Operator : UM/I1Z

Sample : 6G4370-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.66 5.26 ng 384804 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 Undecanoic acid 186 C11H2202 000112-37-8 43
Abundance Scan 925 (12.659 min): BF082910.D (-923) (-) m/z 43.10 100.00%
1240 1260 12.80 13.00
01 m/z 73.05 97 .72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 o, 73
5000 IR BN BN B SUL
29 nmnmnmnm
m/z 57.10 90.43%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 57 1240 1260 12.80 13.00
5000 29 129 m/z 55.10 87.92%
g7 115 =h 214
101 143157 @ 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid B Al M
73 12.40 12.60 12.80 13.00
43 m/z 60.05 84 .36%
5
5000 129
185 228
01115 | 143,05171
OI ...... T H‘ “.‘..‘..:!-.57.....‘..1.99.?:.[.3..‘......|....|... e e Sttt
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082910.D

Aca On : 13 Nov 2015 21:25

Operator : UM/I1Z

Sample : 6G4370-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Allyldimethyl(prop-1-ynyl)s... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.08 2.62 ng 191954 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Allvidimethvl(prop-1-vnvl)silane 138 C8H14Si 1000281-75-1 50
2 2-Hexenoic acid. 2-hexenvl ester... 196 C12H2002 054845-28-2 50
3 Thiophene. 2-heptvl- 182 C11H18S 018794-78-0 50
4 2.4.4.6.6.8.8-Heptamethvl-2-nonene 224 C16H32 039761-73-4 42
5 2,2,3,3-Tetramethylcyclopropanec... 238 C15H2602 1000221-97-5 40
Abundance Scan 962 (13.082 min): BF082910.D (-959) (-) m/z 97.10 100.00%

97

5000 57

184

216231 253267281 12.80 13.00 13.20 13.40

111
125,39154168182197

0 m/z 57.10 43 _.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16834: Allyldimethyl(prop-1-ynyl)silane
o7
5000 LA L L L L L L L
12. 80 13. OO 13. 20 13. 40
m/z 99.10 35.02%
43 67
20 |, || 83 | 123138
O P T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
97
55 R RE R e e
12.80 13.00 13.20 13.40
5000 m/z 55.10 19.95%
41
82
. 21 115 139153167 196
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #43961: Thiophene, 2-heptyl- e e ERRES BE s
o 12.80 13.00 13.20 13.40
m/z 43.10 18.01%
5000
182
o \\\‘ 69 83 ‘ 125139153167 k
R B S e R AR R R IEEEE e s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 80 13. OO 13. 20 13. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082910.D

Aca On : 13 Nov 2015 21:25

Operator : UM/I1Z

Sample : 6G4370-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Bromoacetic acid, octadecyl... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.83 5.42 ng 396774 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
2 1-Tetracosanol 354 C24H500 000506-51-4 91
3 5-Octadecene. (E)- 252 C18H36 007206-21-5 89
4 E-7-Octadecene 252 C18H36 1000130-92-0 89
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 83
Abundance Scan 1027 (13.825 min): BF082910.D (-1025) (-) m/z 57.10 100.00%
57 83
5000 HJ&\AAAA&¢vxj\}XAth_4ku,AA
3 139 13.60 13.80 14.00 14.20
Obrrrrrrbr b 161 180197214231 252 280 n/z 43.10 92 76%
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
3
5000 R SR SO SURIURN SUM
13.60 13.80 14.00 14.20
m/z 83.10 86.01%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43
' 13.60 13.80 14.00 14.20
5000 83 m/z 55.10 84 .00%
18 111
o 66 140 168 196 238 266 308 336
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #89785: 5-Octadecene, (E)- AR Baa T e
556 13.60 13.80 14.00 14.20
m/z 69.10 71.64%
83
- JV\/M/\A,\j\W
29 111
o 4l 139 168 195 224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082910.D

Aca On : 13 Nov 2015 21:25

Operator : UM/I1Z

Sample : 6G4370-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3-Eicosene, (E)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.47 7.60 ng 556277 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 96
2 b5-Eicosene. (E)- 280 C20H40 074685-30-6 93
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 91
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 90
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 87
Abundance Scan 1083 (14.465 min): BF082910.D (-1081) (-) m/z 57.10 100.00%
57
83
5000
111
139 14.20 14.40 14.60 14.80
o34 I J 30160180 214 247 280 317337 97 | “nz7 43.10  76.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #106400: 3-Eicosene, (E)-
57
83
5000 L B UL B SULRA
29 1u 14:20 14.40 14.60 14.80
m/z 55.10 67.16%
ol Lk | | M N I L139 167 196 224 260 280
m/z--> 50 150 200 250 300 350 400
Abundance
55
83 14.20 14.40 14.60 14.80
5000 m/z 83.10 65.98%
29 111
o 139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester L e EEEEmme
57 14.20 14.40 14.60 14.80
83 m/z 97.10 64.91%
- \Wj\\/\l/w
111
29
oL M jU5° 8 210 2% g3 ORI
m/z--> 50 100 150 200 250 300 350 400 14:20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082910.D

Aca On : 13 Nov 2015 21:25

Operator : UM/I1Z

Sample : 6G4370-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heneicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.08 5.22 ng 379905 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Tetracosane 338 C24H50 000646-31-1 86
5 Hexacosane 366 C26H54 000630-01-3 86
Abundance Scan 1137 (15.082 min): BF082910.D (-1135) (-) m/z 57.10 100.00%
57
141 252 14.80 15.00 15.20 15.40
o34 l| Ly 1091012112327°271293 325 356 | nzz 71.10  66.45%
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57
85
5000 L B BRI SULRE B
14.80 15.00 15.20 15.40
m/z 43.10 56.49Y%
29 113
0 \‘ J ‘\ “\ ‘hw h‘ u‘ { 1?1 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
14.80 15.00 15.20 1540
5000 85 m/z 85.10 50.71%
29
0 13 141 159 210 339 266 300
m/z--> 55 160 150 200 250 360 3%0 '
Abundance #155178: Octacosane e e ERRES BE s
57 14.80 15.00 15.20 15.40
m/z 55.10 19.10%
5000 85
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 ' 14%0 1500 1520 1540
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082910.D

Aca On : 13 Nov 2015 21:25

Operator : UM/I1Z

Sample : 6G4370-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetradecanal Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.63 3.50 ng 254142 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanal 212 C14H280 000124-25-4 91
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Octadecanal 268 C18H360 000638-66-4 91
4 1.19-Eicosadiene 278 C20H38 014811-95-1 74
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 74
Abundance Scan 1185 (15.631 min): BF082910.D (-1182) (-) m/z 57.10 100.00%
57 8
5000
109
137 AL R S
o 156 209228 251 280 341 7 85 10 90 69%
m/z--> 50 100 150 200 250 300 350
Abundance #64478: Tetradecanal
57 82
5000 L UL UL BN UL
29 15.40 15.60 15. 80 16. oo
110 m/z 43.10 79.79%
H e 1 g,
o ““H““‘,‘.‘. .‘,2.12...,....,....,..
m/z--> 50 200 250 300 350
Abundance
55 |82
" 1540 15.60 15.80 16.00
5000 m/z 55.10 68.11%
29 109
o 137 166 104 222 250268
m/z--> 56 160 1éo 260 250 360 3%0
Abundance #99446: Octadecanal R AR RRRES T
43 8 15.40 15.60 15.80 16.00
m/z 81.10 56.47%
5000
‘ 110 250
138 222
Ollhl‘l || hh H\ || |‘]|-§f3|‘1|9‘4liuuu'||‘|26|8|||||||||| e e A
m/z--> 200 250 300 350 15.40 15.60 15. 80 16. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082910.D

Aca On : 13 Nov 2015 21:25

Operator : UM/I1Z

Sample : 6G4370-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3-Heptene, 2,2,3,5,5,6,6-he... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.89 4.29 ng 311676 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptene., 2.2.3.5.5.6.6-heptame... 196 C14H28 054845-26-0 62
2 1.7-Dimethvl-4-(1l-methvlethvl)cyv... 210 C15H30 000645-10-3 49
3 1-Docosanol 326 C22H460 000661-19-8 46
4 Cvclohexanecarbonvl chloride 146 C7H11CIO 002719-27-9 43
5 Cyclohexanecarboxylic acid, 3,5-... 240 C13H14F202 1000293-69-2 43
Abundance Scan 1208 (15.894 min): BF082910.D (-1206) (-) m/z 83.10 100.00%
® A/\_\/L\,ka
5000
\ i 159157 177 207 3% 555 051 300 3575|1560 1580 1600 1620
ol m/z 97.10 66 .69%
m/z--> 50 100 150 200 250 300 350
Abundance #53666: 3-Heptene, 2,2,3,5,5,6,6-heptamethyl-
57 83
139
5000 R BN SURLA SUNILN U
29 15.60 15.80 16.00 16.20
m/z 69.10 62.81%
109
0 .‘.“. ‘.‘ i LY HI‘\HIM“\‘I ‘.‘ .“. \l |1|6'3|1|81| ———— e ———r
m/z--> 50 100 150 200 250 300 350
Abundance
55
o R BN SURLN SUNILN U
15.60 15.80 16.00 16.20
5000 m/z 43.10 60.92%
29 167
79 125
s s L WL WL L
m/z--> 50 100 150 200 250 300 350
Abundance #131002: 1-Docosanol Al B R
43 15.60 15.80 16.00 16.20
m/z 57.10 60 .54%
18 111
ol LI i Jief \ I | 139 168 196 224 250 280 308
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082910.D

Aca On : 13 Nov 2015 21:25

Operator : UM/I1Z

Sample : 6G4370-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Oxirane, hexadecyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.60 4.00 ng 290752 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 87
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 80
3 1.19-Eicosadiene 278 C20H38 014811-95-1 70
4 14-Octadecenal 266 C18H340 056554-89-3 64
5 14-Heptadecenal 252 C17H320 1000144-58-0 53
Abundance Scan 1270 (16.603 min): BF082910.D (-1267) (-) m/z 57.10 100.00%

5000

m R AR R
oa1 215297 333355 387 16.20 16.40 16.60 16.80 17.00

(o m/z 43.10 96.00%
m/z--> 50 100 150 200 250 300 350
Abundance #99461: Oxirane, hexadecyl-
8
57
5000 | AL LI L L L L L L L L
110 16.20 16.40 16.60 16.80 17.00
29 ‘ 138 m/z 82.10 92.77%
o )| |15 g5 211 200
m/z--> 50 100 150 200 250 300 350
Abundance
43 82
R N R I EREEE s
16.20 16.40 16.60 16.80 17.00
5000 m/z 55.10 70.41%
110
o 138 166 104913236 264284
T T T T T T T e T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #105307: 1,19-Eicosadiene A RREEE RS E ST
56 16.20 16.40 16.60 16.80 17.00
m/z 96.10 60.63%
5000 82
29
109
ol 11 J P bl 138 180 208228250 278
— ettt e e R S R R
m/z--> 50 100 150 200 250 300 350 16.20 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082910.D

Aca On : 13 Nov 2015 21:25

Operator : UM/I1Z

Sample : 6G4370-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl7.07 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.07 7.33 ng 533137 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-4-oxo0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 42
2 Humulane-1.6-dien-3-ol 222 C15H260 1000140-23-1 38
3 Anthracene. 9-cvclohexvltetradec... 274 C20H34 055255-70-4 35
4 Tricvclol3.3.1.1(3.7)1decane. 1-... 181 C11H19NO 067496-96-2 30
5 6-l1sopropenyl-4,8a-dimethyl-4a,5... 218 C15H220 086917-79-5 30
Abundance Scan 1311 (17.071 min): BF082910.D (-1309) (-) m/z 95.10 100.00%
5000
257 286309 339 365 395 16,80 17.00 17.20 17.40
0 m/z 69.10 58.62%
m/z--> 50 100 150 200 250 300 350
Abundance #67072: 5-Bromo-4-0x0-4,5,6, 7-tetrahydrobenzofurazan
109
45 137 218
5000 78 L SRR B I B
160 16.80 17.00 17.20 17.40
m/z 81.10 57.70%
H 189
o hh .‘}‘ .“.. ——— ]
m/z--> 50 250 300 350
Abundance
109
43 16,80 17.00 17.20 17.40
5000 o1 204 m/z 109.10 55.25%
133 161
222
s s L WL WL L WL BASLA
m/z--> 50 100 150 200 250 300 350
Abundance #103117: Anthracene, 9-cyclohexyltetradecahydro- B A RRREE R
95 191 16.80 17.00 17.20 17.40
41 m/z 55.10 54 _.52%
5000
h 135 ‘ 274
OIL\ ‘HII‘I‘JI |“‘|”|1|K|‘|£1§1|1‘|||?1|7|2|43|||“||||||||||||| —T T T T T
m/z--> 50 100 150 200 250 300 350 16.80 17.00 17.20 17.40

8270-BF110715.M Mon Nov 16 17:47:12 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082910.D

Aca On : 13 Nov 2015 21:25

Operator : UM/I1Z

Sample : 6G4370-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Stigmasterol, 22,23-dihydro- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.33 6.03 ng 438264 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamasterol. 22.23-dihvdro- 414 C29H500 1000214-20-7 91
2 .beta.-Sitosterol 414 C29H500 000083-46-5 91
3 .aamma.-Sitosterol 414 C29H500 000083-47-6 70
4 _beta.-Sitosterol acetate 456 C31H5202 000915-05-9 37
5 Clionasterol acetate 456 C31H5202 004651-54-1 33
Abundance Scan 1334 (17.334 min): BF082910.D (-1330) (-) m/z 43.10 100.00%
43
g1 107
5000
17.00 17.20 17.40 17.60
Ol m/z 55.10 68.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159291: Stigmasterol, 22,23-dihydro-
43
5000 LB UL SRR B UL
17.00 17.20 17.40 17.60
69 105 14 414 m/z 107.10 67.03%
329
[o) Imw H\ W H‘ H\ \h\ \h \‘\ il :IIT?I8 |2|13| ; 2|4|6|2|73| .3|0? : . |3|5‘|]' |3|81| ‘I .‘.
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
17.00 17.20 17.40 17.60
5000 m/z 81.10 62.34%
81 107 414
145 213
. 173 233255275 303 329 354 381
mz-> 50 100 150 200 250 300 350 400
Abundance #159285: .gamma.-Sitosterol e EEmAR BT R
43 17.00 17.20 17.40 17.60
m/z 57.10 60.40%
5000
0 A IR DU UL SUNIE
m/z--> 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082910.D

Aca On : 13 Nov 2015 21:25

Operator : UM/I1Z

Sample : 6G4370-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1,4-Dimethyl-8-isopropylide... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.63 15.80 ng 1148790 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dimethvl-8-i1sopropvlidenetri... 204 C15H24 1000140-07-7 52
2 2H-Cvclopentacvclooctene. 4.5.6.... 204 C15H24 1000221-85-8 43
3 7-Octvlidenebicvclol4.1.01heptane 206 C15H26 082253-11-0 40
4 Aciphvllene 204 C15H24 087745-31-1 38
5 2,5,5,8a-Tetramethyl-6,7,8,8a-te... 204 C14H200 124957-09-1 30
Abundance Scan 1360 (17.631 min): BF082910.D (-1356) (-) m/z 204.15 100.00%
4
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
17.40 17.60 17.80 18.00
o} m/z 135.10 77 .84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58755: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204
5000 LR UL SURRRS UL
17.40 17.60 17.80 18.00
123 m/z 133.10 72.61%
o H\ i \\ L
m/z--> 50 200 250 300 350 400
Abundance
133 204
41 17.40 17.60 17.80 18.00
5000 161 m/z 69.10 61.21%
67 91
0"'I""I""I""""""""""I"'
m/z--> 50 100 150 200 250 300 350 400
Abundance #60309: 7-Octylidenebicyclo[4.1.0]heptane R AR RRRES T
135 17.40 17.60 17.80 18.00
& 93 m/z 55.10 58.03%
5000
41
163 296
o} T e e e o B T L R e o e o
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082910.D

Aca On : 13 Nov 2015 21:25

Operator : UM/I1Z

Sample : 6G4370-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pyrene, hexadecahydro- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
17.76  5.49 ng 309134  perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Pvrene. hexadecahvdro- 218 C16H26 002435-85-0 55

218 C16H100
218 C16H100
8-Amino-6.7-dimethoxy-4-methvlau... 218 C12H14N202

000243-42-5 49
000243-24-3 46
1000213-07-2 45

BenzolbTnaphthol2.3-d1furan

1
2
3 Indenol2.1-blchromene.
4
5

-beta.-Amyrin

426 C30H500

000559-70-6 43

Abundance Scan 1371 (17.757 min): BF082910.D (-1368) (-) m/z 218.20 100.00%
218
17.40 17.60 17.80 18.00
257 300 326 356 426 ; . = -
(o m/z 203.20 70.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #68257: Pyrene, hexadecahydro-
218
175
5000 67 LA L L L L L L L L L
a1 o1 17.40 17.60 17.80 18.00
‘ ‘ 135 m/z 69.10 32.44%
0..“‘.“““‘ M\\u “ M‘ \‘ ‘ H h T
m/z--> 0 250 300 350 400
Abundance
218
B e o S R
17.40 17.60 17.80 18.00
5000 m/z 55.10 31.36%
189
109
oLi7 30 8 139163
B e o o e e o LN o o o o o o B
m/z--> 50 100 150 200 250 300 350 400
Abundance #68246: Indeno[2,1-b]chromene, R EARmE RS
218 17.40 17.60 17.80 18.00
m/z 107.10 27 .38%
5000
94 189
ol 39 8 \‘ {151391§3 J
Tt L I B o o o o e I o A LA e e e ) R e B REmEE
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082910.D

Aca On : 13 Nov 2015 21:25

Operator : UM/I1Z

Sample : 6G4370-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 18 unknownl7.85 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.85 8.35 ng 607267 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6.beta.Bicvclol4.3.01lnonane. 5.b... 332 C15H25I 1000195-85-9 43
2 Sesauirosefuran 218 C15H220 039007-93-7 38
3 4-(1.3.3-Trimethvl-bicvclol4.1.0... 206 C14H220 077143-31-8 38
4 Pvrimidine-4.6-dione. hexahvdro-... 311 C11H9N304S2 346612-51-9 38
5 But-3-enal, 2-methyl-4-(2,6,6-tr... 206 C14H220 104900-59-6 38
Abundance Scan 1379 (17.848 min): BF082910.D (-1376) (-) m/z 95.10 100.00%
205
313 R B SULLN BN B
245 3g1 409 17.60 17.80 18.00 18.20
0 m/z 109.10 97 .30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #133500: 6.beta.Bicyclo[4.3.0]nonane, 5.beta.-iodomethyl-1...
109
41
81 149
5000 R S SUBLLN BN B
205 17.60 17.80 18.00 18.20
m/z 81.10 95.42%
“ 175
o WAL L 23 o6 s
m/z--> 50 100 150 200 250 300 350 400
Abundance
69 123
95 "' 17.60 17.80 18.00 18.20
5000/ 41 m/z 205.20 95.24%
149 175 218
L L L L WL S U B S
m/z--> 50 100 150 200 250 300 350 400
Abundance #60252: 4-(1,3,3-Trimethyl-bicyclo[4.1.0]hept-2-yl)-but-3-... e
109 17.60 17.80 18.00 18.20
43 m/z 93.10 90.39%
5000
81 149
J | l 191
0 L I S WA S S s L UG SUCLN SURLRN B
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082910.D

Aca On : 13 Nov 2015 21:25

Operator : UM/I1Z

Sample : 6G4370-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl18.09 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.09 49.98 ng 3634550 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Azulenemethanol. 1.2.3.4.5.6.7... 264 C17H2802 000134-28-1 49
2 Lonaifolenaldehyde 220 C15H240 019890-84-7 49
3 Thunberaol 290 C20H340 025269-17-4 46
4 2-T(2Y)-6-0ctadecenvlaminolpvridine 344 C23H40N2 067374-02-1 40
5 Spiro[5.5]undec-2-ene, 3,7,7-tri... 204 C15H24 018431-82-8 38
Abundance Scan 1400 (18.088 min): BF082910.D (-1395) (-) m/z 95.10 100.00%
55
5000
R SRR BN AL B
257 315 426 17.80 18.00 18.20 18.40
- ,L 286,77 844 370393 m/z 81.10 88.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #96920: 5-Azulenemethanol, 1,2,3,4,5,6,7,8-octahydro-.alph...
43 107 189
161
135
5000 79 R SRR BN AL B
17.80 18.00 18.20 18.40
‘ m/z 189.15 84.33%
0 ?-5...|... I\“IMHI\ i“‘.‘h‘l ‘.‘.“.l I“' .2.3.6|. — T
m/z--> 50 100 150 200 250 300 350 400
Abundance
95
HRE SRR BN I B
41 67 135 17.80 18.00 18.20 18.40
5000 205 m/z 93.10 84 .24%
163
L L LA UL WL L UL B
m/z--> 50 100 150 200 250 300 350 400
Abundance #112316: Thunbergol R B B B
43 17.80 18.00 18.20 18.40
81 m/z 107.10 80.04%
5000 107
147 99
‘ 189 ‘ 27
OuuuulH‘. UII.HLIUJI\LIMI ||M|‘||‘||||||||||||||||| e e
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082910.D

Aca On : 13 Nov 2015 21:25

Operator : UM/I1Z

Sample : 6G4370-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl1l8.23 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.23 19.70 ng 1432100 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)-Phenanthrenone. 3.4.4a.4b.... 274 C19H300 007715-44-8 47
2 Androstan-6-one. (5.alpha.)- 274 C19H300 003676-06-0 35
3 1-To-Nitrophenvl1-3-T2-pvrimidvl... 259 C11HON503 023656-31-7 30
4 2.6.10.14.18-Pentamethvl-2.6.10.... 342 C25H42 075581-03-2 25
5 7H-Furo[3,2-g][1]benzopyran-7-on... 274 C15H1405 054087-32-0 25
Abundance Scan 1412 (18.226 min): BF082910.D (-1407) (-) m/z 259.25 100.00%
95 259
5000
R I e o
18.00 18.20 18.40 18.60
o 285309 340 3% | hs7 95.10 80.73%
m/z--> 50 100 150 200 250 300 350
Abundance #103086: 2(1H)-Phenanthrenone, 3,4,4a,4b,5,6,7,8,10,10a-de...
259
5000 R SURLR SRR BURIURA B
217 18.00 18.20 18.40 18.60
4 e 93 136 161 189 m/z 109.10 56.37%
ol 18 1 R N A -‘--.----.----.
m/z--> 50 100 150 200 250 300 350
Abundance
219 259
67 95 R SURLR SN BURIURN B
18.00 18.20 18.40 18.60
5000 135 m/z 81.10 54 .33%
191
115 161
L L L WL L WL S
m/z--> 50 100 150 200 250 300 350
Abundance #93644: 1-[p-Nitrophenyl]-3-[2-pyrimidylJurea R ARE mam T e S
95 259 18.00 18.20 18.40 18.60
m/z 69.10 53.73%
5000
68 138
0 4\|1 d by l 1 ’]J'E ’ L 165185 212
m/z--> 50 100 150 200 250 300 350 ' 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111315\
Data File : BF082910.D

Acq On : 13 Nov 2015 21:25

Operator : UM/1Z

Sample - G4370-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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]
2-Pentanone, 4-hy... 4.98 26.7 ng 2037880 1 6.81 1527130 20.0
unknown6 .58 6.58 46.7 ng 3564880 1 6.81 1527130 20.0
n-Hexadecanoic acid 11.88 4.8 ng 465006 4 11.33 1917870 20.0
11-Octadecynoic a... 12.57 11.6 ng 1111950 4 11.33 1917870 20.0
Pentadecanoic acid 12.66 5.3 ng 384804 5 13.97 1463190 20.0
Allyldimethyl(pro... 13.08 2.6 ng 191954 5 13.97 1463190 20.0
Bromoacetic acid,... 13.83 5.4 ng 396774 5 13.97 1463190 20.0
3-Eicosene, (E)- 14 .47 7.6 ng 556277 5 13.97 1463190 20.0
Heneicosane 15.08 5.2 ng 379905 6 15.39 1454270 20.0
Tetradecanal 15.63 3.5 ng 254142 6 15.39 1454270 20.0
3-Heptene, 2,2,3,... 15.89 4.3 ng 311676 6 15.39 1454270 20.0
Oxirane, hexadecyl- 16.60 4.0 ng 290752 6 15.39 1454270 20.0
unknownl17 .07 17 .07 7.3 ng 533137 6 15.39 1454270 20.0
Stigmasterol, 22,... 17.33 6.0 ng 438264 6 15.39 1454270 20.0
1,4-Dimethyl-8-is... 17.63 15.8 ng 1148790 6 15.39 1454270 20.0
Pyrene, hexadecah... 17.76 5.5 ng 399134 6 15.39 1454270 20.0
unknownl17 .85 17.85 8.3 ng 607267 6 15.39 1454270 20.0
unknown18.09 18.09 50.0 ng 3634550 6 15.39 1454270 20.0
unknown18.23 18.23 19.7 ng 1432100 6 15.39 1454270 20.0
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