LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092264.D

Aca On : 14 Jan 2017 1:42

Operator : UM/SJ

Sample : 11031-13

Misc :

ALS Vial : 25 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-BF122116.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 2.312 43 46 52 rvB 60596 103527 1.83% 0.201%
2 4.701 252 255 265 rBVY 1310482 2334251 41.37% 4.541%
3 5.170 294 296 299 rBVY 4186024 4707371 83.44% 9.157%
4 6.244 387 390 392 rBVY 4988387 5641951 100.00% 10.975%
5 6.347 397 399 401 rBVY 5316515 4962215 87.95% 9.652%
6 6.576 417 419 421 rBV 1016427 1176968 20.86% 2.289%
7 6.724 430 432 435 rBVY 3522698 3991886 70.75% 7.765%
8 7.147 466 469 471 rBV 2978175 3126859 55.42% 6.082%
9 7.296 479 482 486 rBV 61168 95809 1.70% 0.186%
10 7.856 529 531 534 rBVY 1462900 1636703 29.01% 3.184%

11 8.942 623 626 628 rBV 4489740 4623179 81.94% 8.993%
12 9.342 658 661 664 rBV 1377097 1230306 21.81% 2.393%
13 9.605 682 684 687 rVB 1439588 1528678 27.09% 2.974%
14 10.062 719 724 725 rBV 77078 102549 1.82% 0.199%
15 10.393 751 753 756 rBV2 2098365 2936779 52.05% 5.713%

16 10.530 763 765 769 rVB 121553 145848 2.59% 0.284%
17 10.976 802 804 805 rBv2 73528 71634 1.27% 0.139%
18 11.079 811 813 816 rBV 1197465 1549907 27.47% 3.015%
19 11.331 833 835 839 rvB 91492 115622 2.05% 0.225%
20 11.639 860 862 866 rBv2 321112 314355 5.57% 0.611%

21 12.291 917 919 921 rBV 81080 69780 1.24% 0.136%
22 12.519 936 939 941 rBV 66210 86057 1.53% 0.167%
23 12.565 941 943 949 rVB 48350 59779 1.06% 0.116%
24 12.668 949 0952 955 rBV 3239205 3564073 63.17% 6.933%
25 12.919 970 974 975 rBV2 68100 95500 1.69% 0.186%
26 13.262 1001 1004 1007 rVB 35502 64951 1.15% 0.126%

27 13.582 1029 1032 1041 rBV 300438 473700 8.40% 0.921%
28 13.708 1041 1043 1046 rBV 1297713 1286858 22.81% 2.503%
29 14.211 1084 1087 1091 rBV 99361 159520 2.83% 0.310%
30 14.554 1115 1117 1121 rVB 115163 140617 2.49% 0.274%

31 14.622 1121 1123 1126 rBV 622717 588615 10.43% 1.145%
32 14.805 1135 1139 1148 rBV 602007 1046598 18.55% 2.036%
33 15.068 1159 1162 1164 rBV 698158 910932 16.15% 1.772%
34 15.274 1177 1180 1183 rVB 62054 81801 1.45% 0.159%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092264.D

Aca On : 14 Jan 2017 1:42

Operator : UM/SJ

Sample : 11031-13

Misc :

ALS Vial : 25 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-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.468 1194 1197 1199 rBV 93163 144547 2.56% 0.281%

36 15.514 1199 1201 1205 rVvv4 47232 99293 1.76% 0.193%
37 15.880 1230 1233 1239 rVB2 28296 59743 1.06% 0.116%
38 16.120 1250 1254 1257 rBV3 35140 69089 1.22% 0.134%

39 16.291 1266 1269 1272 rBV3 44574 103269 1.83% 0.201%
40 16.405 1272 1279 1284 rvv2 505009 1179113 20.90% 2.294%

41 16.497 1284 1287 1288 rVV 59635 110376 1.96% 0.215%
42 16.542 1288 1291 1295 rVB2 80787 185041 3.28% 0.360%
43 16.760 1306 1310 1316 rBV3 68700 183685 3.26% 0.357%

44 17.023 1329 1333 1335 rBv4 23612 62070 1.10% 0.121%

45 17.583 1378 1382 1388 rVB4 38249 95817 1.70% 0.186%

46 18.051 1419 1423 1428 rVB6 31450 92182 1.63% 0.179%
Sum of corrected areas: 51409403
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092264.D

Aca On : 14 Jan 2017 1:42

Operator : UM/SJ

Sample : 11031-13

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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: BF092264.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092264.D

Aca On : 14 Jan 2017 1:42

Operator : UM/SJ

Sample : 11031-13

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
470 39.67ng 2334250  1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 CGH1202 000123-42-2 56

2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 9
Abundance Scan 255 (4.701 min): BF092264.D (-252) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 ||||||||||||||||||||
440 4.60 4.80 5.00
o...,....,....,....,':...,..:.|,...7.,1.9..?.3.9.,...:,|....,....,....,....,...., m/z 59.10 58.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A A LS A L
59.0 440 460 480 500
0
150 4, 1010 m/z 101.10 19.81%
0'”IJ”P'mﬂ'”ﬂ“'P”W'”W”'Eiql”””'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
440 460 480 500
5000 41.0 m/z 58.10 15.05%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime
43.0 4.40 4.60 4.80 5.00

m/z 41.10 9.39%

5000
101.0
150 310 | 80490 860

o

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\BF011317\
Data File : BF092264.D

Aca On : 14 Jan 2017 1:42

Operator : UM/SJ

Sample : 11031-13

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknown6.35 Concentration Rank 1

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

6.35 84.32 ng 4962220 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 399 (6.347 min): BF092264.D (-397) (-) m/z 132.00 100.00%
132.0
5000 68.0
6.00 620 640 6.60
0 B E e m/z 68.05 48.63%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
5000 SNAESE SRR RS S
6.00 6.20 6.40 6.60
33.0 105.0 m/z 134.00 33.08%
0....|.5.1.0.|.7.0.0.8.6.0..|....|... e
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 o 5o om0 ok
5000 9go 1160 m/z 66.05 29.76%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180 1
Abundance #13916: Benzene, 1,3,5-trifluoro- R R AT
132.0 6.00 6.20 6.40 6.60
m/z 69.05 19.11%
5000
63.0 81.0
0 31.0 SQ'O\ m‘ Ly | ‘\ | 99.0 \11%0 |
m/z--> 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\BF011317\
Data File : BF092264.D

Aca On : 14 Jan 2017 1:42

Operator : UM/SJ

Sample : 11031-13

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.64 4_.06 ng 314355 Phenanthrene-d10 11.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 59
Abundance Scan 862 (11.639 min): BF092264.D (-860) (-) m/z 73.00 100.00%
430 730
5000
129.1
97.0 L L S B
157.1 1851 2132 256.3 1140 1160 11.80 12.00
(I M| m/z 43.05 87.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 R S B BN B
umnmumnm
1290 2560 m/z 60.00 80.61%
. L T 90170 2150 |
m/z--> 25 Jo éo 80 100 120 150 160 180 200 220 250 2éo
Abundance
43.0 730
"' 11140 11.60 11.80 12.00
5000 129.0 m/z 57.10 70.10%
970 199.0 242.0
157.0
0"'P'”I'”'P"W'“'I”'W"“I”"'}779”'""'”'I”'W'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65566: Tridecanoic acid MR R e e AR
73.0 11.40 11.60 11.80 12.00
m/z 41.10 63.94Y%
43.0
5000
129.0
710 2140
ol 180\\|\ H‘ h‘\ HM A 19,0 ‘ T SU\VEVA S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092264.D

Aca On : 14 Jan 2017 1:42

Operator : UM/SJ

Sample : 11031-13

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.58 7.36 ng 473700 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
2 1-Docosene 308 C22H44 001599-67-3 81
3 1-Octadecanol 270 C18H380 000112-92-5 76
4 1-Nonadecene 266 C19H38 018435-45-5 76
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 76

Abundance Scan 1032 (13.582 min): BF092264.D (-1029) (-) m/z 57.05 100.00%

51.0
83.1
5000

13.20 13.40 13.60 13.80 14.00
m/z 43.10 80.19%

139.1 168.2

230.0
o 207.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57.0

:

83.0

13.|20 13.I40 13.I60 13.I80 14.IOO
111.0 m/z 83.10 68.09%

5000

29.0
o 139.0 168.0 196.0 227.0 g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
T T T
97.0 13.20 13.40 13.60 13.80 14.00
5000 m/z 55.10 66.99%
29.0
125.0
0 153.0 181.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #100813: 1-Octadecanol L R B LM
43.0 13.20 13.40 13.60 13.80 14.00

m/z 97.10 63.43%

5000 111.0

139.0

:

W A 168.0 196.0 224.0 252.0

T T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80 14.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092264.D

Aca On : 14 Jan 2017 1:42

Operator : UM/SJ

Sample : 11031-13

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Squalene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.55 3.09 ng 140617 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 .beta.-D-Mannofuranoside. farnesvl- 384 C21H3606 1000155-15-5 78
3 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 72
4 1.5-Heptadiene. 3.3.6-trimethvl- 138 C10H18 035387-63-4 64
5 2,6-Octadiene, 4-methyl- 124 C9H16 074498-94-5 58
Abundance Scan 1117 (14.554 min): BF092264.D (-1115) (-) m/z 69.10 100.00%
69.1
o JJA_J\\
NNV R IS
121.1 14.20 14.40 14.60 14.80
ol il g a $630 2000 2810  n/z 81.05  48.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69.0
5000 LN DA DU BN I
14.20 14.40 14.60 14.80
1370 m/z 41.05 26.17%
o 290k““ _107.07/7" 1910 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
14.20 14.40 14.60 14.80
5000 m/z 95.05 11.17%
31.0 107.0437 9
oLl o 1730770 pasozrso  seso
m/z--> 50 100 150 200 250 300 350 400
Abundance #158520: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23... R EEnan e
69.0 14.20 14.40 14.60 14.80
m/z 68.10 10.04%
5000
137.0
29.0t L kL3070 1 191.0 231.0 273.0 341.0 410.0
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\BF011317\
Data File : BF092264.D

Aca On : 14 Jan 2017 1:42

Operator : UM/SJ

Sample : 11031-13

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Oxirane, hexadecyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.62 12.92 ng 588615 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
4 Tetracosanal 352 C24H480 057866-08-7 91
5 17-Octadecenal 266 C18H340 056554-86-0 90
Abundance Scan 1123 (14.622 min): BF092264.D (-1121) (-) m/z 57.10 100.00%
6.0
5000
—v—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—h
14.40 14.60 14.80 15.00
51.2
o 'il L §51-2179120802363 2671 33443625 727 g5 05 85, 56%
m/z--> 100 150 200 250 300 350
Abundance #99459: Oxirane, hexadecyl-
43.0 820
5000
14.40 14.60 14.80 15.00
09.0 m/z 43.10 84_.17%
0 ‘\ \‘d ‘ \\ H H\138 0‘\16‘60 20?'0‘ ‘25\0'0
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 820
' 14.40 14.60 14.80 15.00
5000 m/z 55.05 58.99%
109.0
. 137.0166,0194.0222.0250.0
m/z--> " 50 100 150 200 250 300 350
Abundance #107629: Oxirane, heptadecyl- ST T T
43.0 820 14.40 14.60 14.80 15.00
m/z 96.05 57.19%
5000
10.0
. HJH380;6§01940 236.0264.0
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092264.D

Aca On : 14 Jan 2017 1:42

Operator : UM/SJ

Sample : 11031-13

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Heptafluorobutanoic acid, h... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.81 22.98 ng 1046600 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
2 Cvclopentadecane 210 C15H30 000295-48-7 93
3 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91

4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
5 1-Docosene 308 C22H44 001599-67-3 91

Abundance Scan 1139 (14.805 min): BF092264.D (-1135) (-) m/z 57.10 100.00%

511 831

5000

-

14.40 14.60 14.80 15.00 15.20
m/z 83.10 84.03%

o 167.1 195.2 2222 252.1 281.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57.0

83.0

14.40 14.60 14.80 15.00 15.20
m/z 43.10 80.63%

5000

139.0 169.0

210.0 238.0 283.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
. T T T T
830 14.40 14.60 14.80 15.00 15.20
5000 m/z 97.10 75.90%
29.0 111.0

139.0 1820 2100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester

43.0 14.40 14.60 14.80 15.00 15.20

m/z 55.05 75.46%

-

5000

(o]
©
o

125.0

ok 1A 1540 1830 2240 2520

T I I I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092264.D

Aca On : 14 Jan 2017 1:42

Operator : UM/SJ

Sample : 11031-13

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.47 3.17 ng 144547 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetratriacontane 479 C34H70 014167-59-0 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 1197 (15.468 min): BF092264.D (-1194) (-) m/z 57.10 100.00%
57.1
o "5 15,40 1560 1580
141.2 1832 . . . .
ofrr bk |||.,...,2.2.1.1.....,....,....,.... m/z 71.05  72.20%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57.0
5000 L SIS BB LI S
15.20 15.40 15 60 15. 80
99.0 m/z 43.10 59.52%
miz--> 0 50 100 1éo 260 250 360 3%0 460
Abundance
57.0
1520 15.40 15.60 15.80
5000 m/z 85.05 53.33%
99.0
0250 141.0 183.0 225.0 267.0 311.0 367.0 410.0
miz--> 0 éo 160 1éo 260 250 360 3%0 460
Abundance #160628: Triacontane R B B e e
57.0 15.20 15.40 15.60 15.80
m/z 55.10 21.51%
- M’V\f\/\/\/\/w
99.0
o L) | 1410 1830 2250 267.0 309.0 3510 4220
miz--> 0 5'0 1(')0 1&'30 2(')0 250 3(')0 3&1;0 4(')0 15'20 15. 40 15 60 15. 80

8270-BF122116.M Mon Jan 16 15:05:50 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092264.D

Aca On : 14 Jan 2017 1:42

Operator : UM/SJ

Sample : 11031-13

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 1-Docosene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.51 2.18 ng 99293 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 64
2 1-Nonadecene 266 C19H38 018435-45-5 52
3 l1-Hentetracontanol 593 C41H840 040710-42-7 52
4 2- Bromopropionic acid. pentadec... 362 C18H35Br02 1000292-44-2 46
5 Cyclohexanone, 3-ethyl- 126 C8H140 022461-89-8 46
Abundance Scan 1201 (15.514 min): BF092264.D (-1199) (-) m/z 57.10 100.00%
51.1
5000
11.1
165.0 15.20 15.40 15.60 15.80
ok m/z 83.10 99.89Y%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #121981: 1-Docosene
55.0
5000 U SRR BRI BUR UG
10 15 20 15. 40 15.60 15.80
m/z 97.10 76.91%
ol hh) 1 h ‘ \dero  sso
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0 97.0
15.20 15.40 15.60 15.80
5000 m/z 55.10 68.63%
o 154.0 2100 2660
miz--> 0 55 160 1éo 200 250 300 3%0 460 4éo 560 séo '
Abundance #172384: 1-Hentetracontanol R R e R B
57.0 15.20 15.40 15.60 15.80
m/z 43.10 62.61%
5000
11.0
ol lh1670 2230 278.0 3430 _404.0 460.0 516.0 5720
m/z--> 6 55 160 150 200 250 300 350 400 450 560 séo ' 1520 1540 1560 15%0

8270-BF122116.M Mon Jan 16 15:05:51 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092264.D

Aca On : 14 Jan 2017 1:42

Operator : UM/SJ

Sample : 11031-13

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknownl16.29 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.29 2.27 ng 103269 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclodecacvclododecene. 1.2.3.4.... 276 C20H36 014113-80-5 38
2 1.3.5-Triazin-2-amine. N-i1soprop... 276 C14H24N6 1000276-80-0 35
3 Cobalt. (.eta.-4-1.3-hexadiene)(... 276 C16H25Co 1000156-29-9 22
4 Estran-3-one. 17-hvdroxv-. (5.al... 276 C18H2802 001434-85-1 14
5 Indeno[1,2,3-cd]fluoranthene 276 C22H12 000193-43-1 14
Abundance Scan 1269 (16.291 min): BF092264.D (-1266) (-) m/z 55.05 100.00%
58.0 1051 276.1
5000
315.3 400.4 e
16.00 16.20 16.40 16.60
0l I m/z 43.10 84 .20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104293: Cyclodecacyclododecene, 1,2,3,4,5,6,7,8,9,10,11,1...
55.0 (95.0 276.0
5000 L L SR BN B
135.0 180 0 16 00 16. 20 16. 40 16 60
‘ m/z 105.05 83.79%
02.6‘.0‘ ‘H‘. ‘H “h M MI\ .‘ . 23.3..0 —t—r T
m/z--> 50 250 300 350 400
Abundance
55.0 276.0
16,00 16,20 16.40 16.60
m/z 276.10 83.24%
5000 970 234.0
1300 191.0
0 161.0
m/z--> §0 160 1%0 260 250 300 3%0 460 N
Abundance #104104: Cobalt, (.eta.-4-1,3-hexadiene)(pentamethylcyclop... L e
.0 276.0 16.00 16.20 16.40 16.60
133.0 m/z 121.10 67.10%
5000
235.0
0 L DAL U S B
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60

8270-BF122116.M Mon Jan 16 15:05:51 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092264.D

Aca On : 14 Jan 2017 1:42

Operator : UM/SJ

Sample : 11031-13

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 1,1,4a-Trimethyl-5,6-dimeth... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.41 25.89 ng 1179110 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 58
2 1.4-Dimethvl-8-i1sopropvlidenetri... 204 C15H24 1000140-07-7 53
3 1H-3a.7-Methanoazulene. 2.3.6.7.... 204 C15H24 000560-32-7 53
4 Guaia-3.9-diene 204 C15H24 000489-83-8 47
5 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 004630-07-3 47
Abundance Scan 1279 (16.405 min): BF092264.D (-1272) (-) m/z 204.20 100.00%
2

5000

16.00 16.20 16.40 16.60 16.80

0 m/z 135.10 71.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58728: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene
204.0
41.0 91.0 133.0
5000 [Trr T[T I rrrrrrrr[rrs
16.00 16.20 16.40 16.60 16.80
l m/z 121.05 56.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance
204.0

16.00 16.20 16.40 16.60 16.80
5000 m/z 69.10 53.62%

95.0 161.0
41.0
12810
O o e e A o T A
m/z--> 50 100 150 200 250 300 350 400

Abundance #58887: 1H-3a,7-Methanoazulene, 2,3,6,7,8,8a-hexahydro-1,4... o
93.0 135.0 16 00 16. 20 16. 40 16. 60 16. 80

m/z 133.05 52.87%

iy T L

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

o

8270-BF122116.M Mon Jan 16 15:05:52 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092264.D

Aca On : 14 Jan 2017 1:42

Operator : UM/SJ

Sample : 11031-13

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 5-(1-Naphthyl)tricyclo[4.1.... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.50 2.42 ng 110376 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
5-(1-NaphthvDtricvclol4.1.0.0(2... 218 C17H14 107729-05-5 58
2 2H-Cvclopropalalnaphthalen-2-one... 218 C15H220 006831-17-0 53
3 8-Amino-6.7-dimethoxv-4-methvlau... 218 C12H14N202 1000213-07-2 47
4 4.4.9.9-Tetramethvl-4.9-disilatr... 218 C12H18Si2 1000280-67-7 47
5 1-Hydroxypyrene 218 C16H100 005315-79-7 47
Abundance Scan 1287 (16.497 min): BF092264.D (-1284) (-) m/z 218.20 100.00%
218.2

5000
257.3 355.1 16.20 16.40 16.60 16.80
o — L m/z 203.15 67.60%
m/z--> 50 100 150 200 250 300 350
Abundance #68287: 5-(1-Naphthylytricyclo[4.1.0.0(2,7)]hept-3-ene
218.0
5000

189.0 m/z 59.00 36.15%

ol ‘.“‘ mlu\HH - \;\ i\\ lelulu‘l\ i“.“...luuuuluuuulu
m/z--> 5 150 200 250 300 350
Abundance
218.0

16.20 16. 40 16 60 16.80

108.0 16.20 16.40 16.60 16.80

5000 7.0 1470 m/z 189.10 33.79%
m/z--> 50 100 150 200 250 300 350
Abundance #67928: 8-Amino-6, 7-dimethoxy-4-methylquinoline R ARERRE LS S L
218.0 16.20 16.40 16.60 16.80

m/z 95.05 25.96%

5000

104.0132.0 1690

S0 T b i | 1870] |

oLl b Wl L e et

| T
m/z--> 50 100 150 200 250 300 350 16. 20 16. 40 16 60 16 80

8270-BF122116.M Mon Jan 16 15:05:52 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092264.D

Aca On : 14 Jan 2017 1:42

Operator : UM/SJ

Sample : 11031-13

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknownl6.54 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.54 4.06 ng 185041 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3a-Ethano-3aH-indene. 1.2.3.6.... 204 C15H24 004545-68-0 49
2 Naphthalene. decahvdro-4a-methvl... 204 C15H24 000515-17-3 47
3 2-Acetvl-3.5-dimethvlbenzo(b)thi... 204 C12H120S 006179-05-1 46
4 1H-Cyclopropalalnaphthalene. la.... 204 C15H24 1000147-32-8 43
5 1H-Cyclopropa[a]naphthalene, la,... 204 C15H24 000489-29-2 43
Abundance Scan 1291 (16.542 min): BF092264.D (-1288) (-) m/z 189.20 100.00%

189.2

SN
=
o
w
(&
=
N
w
=
N

5000 95.0
42‘?-4 16.20 16.40 16.60 16.80
o! et m/z 204.20  76.74%
miz--> 50 100 150 200 250 300 350 400
Abundance #58882: 1,3a-Ethano-3aH-indene, 1,2,3,6,7,7a-hexahydro-2,2...
189.0
5000 1050 |||||||||/A||||||||||||
41.0 16.20 16.40 16.60 16.80
+47 m/z 177.05 72.20%
0 .“ ,‘“.“‘.‘ Hl“ .,....\, ‘.\.‘. l ,‘. T
miz--> 50 100 150 200 250 300 350 400
Abundance
189.0
siianfatiind int At
133.0 16.20 16.40 16.60 16.80
5000 m/z 95.05 39.85%
93.0
55.0
R T
miz--> 50 100 150 200 250 300 350 400
Abundance #58380: 2-Acetyl-3,5-dimethylbenzo(b)thiophene A s e R
180.0 16.20 16.40 16.60 16.80
m/z 175.10 34 .93%
5000
oL 430 800 1201479
e
miz--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80

8270-BF122116.M Mon Jan 16 15:05:53 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092264.D

Aca On : 14 Jan 2017 1:42

Operator : UM/SJ

Sample : 11031-13

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 2,2,6-Trimethyl-1-(2-methyl... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.76 4.03 ng 183685 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 50
2 Acetic acid. 3-hvdroxv-6-isoprop... 278 C17H2603 1000185-44-8 38
3 4.6.6-Trimethvl-2-(3-methvlbuta-... 218 C15H220 1000190-22-2 38
4 7-0xabicvclol4.1.0lheptane. 2.2.... 218 C15H220 070038-20-9 30
5 4-Hydroxy-4-(4,6-dimethylcyclohe... 196 C12H2002 002316-79-2 27
Abundance Scan 1310 (16.760 min): BF092264.D (-1306) (-) m/z 218.20 100.00%
431 951 218.2
145.1
5000 7 255.2
- - 329.3 3814414 5
16.40 16.60 16.80 17.00
0 m/z 43.10 92.48%
miz--> 100 150 200 250 300 350 400
Abundance #68212 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hepta...
410  95.0
5000 AUV AU IR B
34.0 213 0 16.40 16.60 16.80 17.00
0,
‘ “]JSO m/z 95.10 87 .34%
O.H. MM “‘”‘““.......,....,....,..
miz--> 250 300 350 400
Abundance
43.0
16.40 16.60 16.80 17.00
5000 950  147.0 218.0 m/z 81.10 83.78%
. 185.0 260.0
mz-> 50 100 150 200 250 300 350 400
Abundance #68224: 4,6,6-Trimethyl-2-(3-methylouta-1,3-dienyl)-3-oxat... AL B e o
41.0 107.0 16.40 16.60 16.80 17.00
m/z 107.10 83.04%
5000 218.0
161.0
miz--> 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00

8270-BF122116.M Mon Jan 16 15:05:54 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092264.D

Aca On : 14 Jan 2017 1:42

Operator : UM/SJ

Sample : 11031-13

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknownl7.58 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.58 2.10 ng 95817 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrapentacontane 759 C54H110 005856-66-6 43
2 Tetratetracontane 619 C44H90 007098-22-8 43
3 Cholest-22-ene-21-ol. 3.5-dehvdr... 498 C33H5403 1000124-60-2 38
4 Pentacosane 352 C25H52 000629-99-2 30
5 Hexacosane 366 C26H54 000630-01-3 27
Abundance Scan 1382 (17.583 min): BF092264.D (-1378) (-) m/z 57.05 100.00%
57.0
5000
229.2
289.2 17.20 17.40 17.60 17.80 18.00
Ofrrry m/z 124.10 63.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #174439: Tetrapentacontane
57.0
5000 \ |[\||||N\
17.20 17.40 17.60 17.80 18.00
270 m/z 43.05 61.20%
oL D70 2670 3370 azt0 s190 sen0 ssa0 7560
miz--> 0 55 160 1%0 260 250 300 350 400 450 500 550 600 650 760 7%0
Abundance
57.0
17.20 17.40 17.60 17.80 18.00
5000 m/z 71.05 58.19%
127.0

197.0 267.0 351.0 421.0 491.0 560.0618.0

3

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #168545: Cholest-22-ene-21-ol, 3,5-dehydro-6-methoxy-, piv... A EREEEEEE s
57.0 17.20 17.40 17.60 17.80 18.00
m/z 85.05 40.61%
5000

3

oL 396.0 466.0
-
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750

T T T T T
17.20 17.40 17.60 17.80 18.00

8270-BF122116.M Mon Jan 16 15:05:54 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092264.D

Aca On : 14 Jan 2017 1:42

Operator : UM/SJ

Sample : 11031-13

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 18 Cyclohexanone, 2,3,3-trimet... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

18.0s 2.02ng 92182  Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclohexanone. 2.3.3-trimethvl-2... 206 C14H220 069296-90-8 53

2 2.11-Dioxatetracvclol4.3.1.1(¢(3.1... 206 C13H1802 1000194-97-3 15
3 2.2.6-Trimethvl-1-(3-methvlbuta-... 222 C14H2202 1000191-85-4 14
4 5-T1.21Dithiolan-4-viIpentanamide 205 C8H15N0S2 1000195-38-7 10
5 Aniline, N-(3-butyl-2(2),4-penta... 229 C16H23N 1000142-27-7 10
Abundance Scan 1423 (18.051 min): BF092264.D (-1419) (-) m/z 123.10 100.00%
43.0 128.1
205.2 241.2
69.1 g 4 301.2
5000
179 267.0 355.0 | —
m‘ “ H | | 17.80 18.00 18.20 18.40
0 A e e m/z 43.00 96.80%
m/z--> 50 100 150 200 250 300 350
Abundance #60267: Cyclohexanone, 2,3,3-trimethyl-2-(3-methyl-1,3-but...
95.0 123.0
41.0 191.0
5000 69.0 LN SULRULE IR SR B
17.80 18.00 18.20 18.40
‘ F49-0 m/z 241.20  79.95%
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
123.0 e
17.80 18.00 18.20 18.40
5000 m/z 205.20 76.99%
93.0 163.0 191.0
e UL L e AL S S WAL B s
m/z--> 50 100 150 200 250 300 350
Abundance #70844: 2,2,6-Trimethyl-1-(3-methylbuta-1,3-dienyl)-7-oxab....
43.0 123.0 17.80 18.00 18.20 18.40
m/z 107.00 73.21%
5000 9.0
6 149.0 1890 2220
0! IJ‘m\IiHILMIwIL ”.... ——— ——— I —
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011317\
Data File : BF092264.D

Acq On : 14 Jan 2017 1:42

Operator : UM/SJ

Sample - 11031-13

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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... 4.70 39.7 ng 2334250 1 6.58 1176970 20.0
unknown6 .35 6.35 84.3 ng 4962220 1 6.58 1176970 20.0
n-Hexadecanoic acid 11.64 4.1 ng 314355 4 11.08 1549910 20.0
Ethanol, 2-(tetra... 13.58 7.4 ng 473700 5 13.71 1286860 20.0
Squalene 14.55 3.1 ng 140617 6 15.07 910932 20.0
Oxirane, hexadecyl- 14.62 12.9 ng 588615 6 15.07 910932 20.0
Heptafluorobutano... 14.81 23.0 ng 1046600 6 15.07 910932 20.0
Heneicosane 15.47 3.2 ng 144547 6 15.07 910932 20.0
1-Docosene 15.51 2.2 ng 99293 6 15.07 910932 20.0
unknown16.29 16.29 2.3 ng 103269 6 15.07 910932 20.0
1,1,4a-Trimethyl-_.. 16.41 25.9 ng 1179110 6 15.07 910932 20.0
5-(1-NaphthyDtri... 16.50 2.4 ng 110376 6 15.07 910932 20.0
unknownl16 .54 16.54 4.1 ng 185041 6 15.07 910932 20.0
2,2,6-Trimethyl-1_... 16.76 4.0 ng 183685 6 15.07 910932 20.0
unknownl7 .58 17.58 2.1 ng 95817 6 15.07 910932 20.0
Cyclohexanone, 2,... 18.05 2.0 ng 92182 6 15.07 910932 20.0
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