LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093442.D

Aca On : 8 Mar 2017 21:34

Operator : SJ/MA

Sample : 12159-01

Misc :

ALS Vial : 14 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-BF030717.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 5.396 304 307 313 rBV 381013 1371566 1.17% 0.260%
2 6.573 399 410 411 rBV3 730601 3311442 2.83% 0.627%
3 6.767 422 427 430 rVB2 902894 1948921 1.67% 0.369%
4 7.042 430 451 453 rBV 9431217 116855451 100.00% 22.114%
5 7.110 453 457 465 rvv2 1812013 4679633 4 _.00% 0.886%
6 7.362 476 479 482 rVB 2635739 3282621 2.81% 0.621%
7 7.728 487 511 513 rBY 3914789 30886612 26.43% 5.845%
8 8.059 522 540 542 rBV7 3513015 19287511 16.51% 3.650%
9 9.133 630 634 636 rVV 4037615 4945578 4.23% 0.936%
10 9.648 675 679 684 rBV2 1332695 2443692 2.09% 0.462%

11 9.808 690 693 695 rvB 1077672 1648143 1.41% 0.312%
12 10.551 754 758 759 rBV 1336621 2373681 2.03% 0.449%
13 10.596 759 762 769 rvv4 1143319 3986768 3.41% 0.754%
14 10.711 769 772 774 rVV 1091947 1912143 1.64% 0.362%
15 10.974 774 795 796 rVV 11084177 107815154 92.26% 20.403%

16 11.019 798 799 800 rVV 5429724 6728455 5.76% 1.273%
17 11.054 800 802 806 rvV 7193160 15441492 13.21% 2.922%
18 11.179 806 813 819 rvv2 3294206 14549935 12.45% 2.754%
19 11.316 823 825 829 rVB 859502 1495964 1.28% 0.283%
20 12.105 892 894 899 rBvV 911904 1990720 1.70% 0.377%

21 12.379 916 918 923 rVB 857436 1630542 1.40% 0.309%
22 12.585 934 936 942 rVvv2 1351432 3731848 3.19% 0.706%
23 12.757 949 0951 954 rBV 1456963 2376472 2.03% 0.450%
24 12.814 954 956 959 rVB 1978645 2107408 1.80% 0.399%
25 12.871 959 961 963 rBV 2406193 3002114 2.57% 0.568%

26 13.179 986 988 990 rBV 1710331 2390784 2.05% 0.452%
27 13.545 1017 1020 1022 rBV 1899920 2775889 2.38% 0.525%
28 13.591 1022 1024 1026 rBV 3368962 5528837 4.73% 1.046%
29 13.728 1026 1036 1039 rBV2 5593309 36170984 30.95% 6.845%
30 14.368 1089 1092 1094 rBV 2617862 4202988 3.60% 0.795%

31 14.402 1094 1095 1098 rVB 3106817 2726745 2.33% 0.516%
32 14.940 1139 1142 1144 rBV 1017687 1498829 1.28% 0.284%
33 15.043 1148 1151 1166 rVB2 4059673 9152547 7.83% 1.732%
34 16.803 1301 1305 1315 rVB 561224 1724434 1.48% 0.326%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093442.D

Aca On : 8 Mar 2017 21:34

Operator : SJ/MA

Sample : 12159-01

Misc :

ALS Vial : 14 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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF030717.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 17.328 1344 1351 1364 rBV 2318897 9565462 8.19% 1.810%
36 17.980 1383 1408 1411 rBV 7014979 87215461 74.64% 16.505%
37 18.631 1460 1465 1481 rVB 1516313 5659186 4._.84% 1.071%

Sum of corrected areas: 528416012
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Metho
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF030817\

BF093442.D

8 Mar 2017 21:34

SJ/MA

12159-01

14 Sample Multiplier: 1

d : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717 .M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093442.D

Aca On : 8 Mar 2017 21:34

Operator : SJ/MA

Sample : 12159-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_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 unknown6.57 Concentration Rank 9

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

6.57 33.98 ng 3311440 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 410 (6.573 min): BF093442.D (-399) (-) m/z 132.10 100.00%
13%.1
5000 68.0
43.1 570
||' ‘ “ 831 %1 1160 6.0 640 6.60 6.80
) S USOV MSEA 0 P s FRBTIRE &  S m/z 68.05 44.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR AR R
6.20 6.40 6.60 6.80
310 510 m/z 134.10 32.44%
0"P'“P'“J“JMJ'WM“'P“lP'”I““I“'W'“W'”'P'“I““ N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 680
5000 m/z 66.10 28.64%
104.0
ol 140 270 380 51O 06.0 77.0 490 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14019: 1-Methylpyrrolo[1,2-a]pyrazine
132.0 6.20 6.40 6.60 6.80
m/z 57.05 28.10%
5000
104.0
65.0
0 390 590 I T80 e0 | uzo ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093442.D

Aca On : 8 Mar 2017 21:34

Operator : SJ/MA

Sample : 12159-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_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 1-Hexanol, 2-ethyl- Concentration Rank 2

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

7.04 1199.18 ng 116855000 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
2 1-Decene. 2.4-dimethvl- 168 C12H24 055170-80-4 53
3 dI-2-Ethvlhexvl chloroformate 192 C9H17Cl102 024468-13-1 53
4 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 50
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 40

Abundance Scan 451 (7.042 min): BF093442.D (-430) (-) m/z 57.10 100.00%
57.1
5000 411 FLN
70.1 830 URRBE USRI RN A
98.0 6.80 7.00 7.20 7.40
S ,..||..,|.'...',.1.1.2'.2,1.2]9-.1.,....,.... m/z 41.10 45.36%
m/z--> 20 40 60 100 120 140 160
Abundance #13220. l Hexanol, 2-ethyl-
57.0
5000 T ""I'LTXTI" T
43.0 6.80 7.00 7.20 7.40
29.0 ‘ 70.0 g30 m/z 43.10 33.98%
98.0
0.].-5.'0|.‘.“..‘l‘...H‘lu.“..|‘l...‘|.1.122..0|....|....|....
m/z--> 20 40 60 80 100 120 140 160
Abundance
43.0 57.0
83.0 6.80 7.00 7.20 7.40
5000 m/z 55.10 31.55%
29.0 70.0
112.0
0 97.0 125.0 1530 168.0
mz--> 20 40 60 80 100 120 140 160 LA_
Abundance #50875: dI-2-Ethylhexyl chloroformate TR T
57.0 6.80 7.00 7.20 7.40
m/z 56.10 23.69%
5000 0.0
410 83.0
27.0
Oy "l‘l"w"lh "ggf{%lfél" D DN SN ""I""I'LA7I""I”'
m/z--> 20 40 60 80 100 120 140 160 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093442.D

Aca On : 8 Mar 2017 21:34

Operator : SJ/MA

Sample : 12159-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_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 3 4-Methyl-5H-furan-2-one Concentration Rank 8

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

7.11 48.02 ng 4679630 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Methvl-5H-furan-2-one 98 C5H602 006124-79-4 70
2 2-Hexene. 2-methvl- 98 C7H14 002738-19-4 64
3 1-Propanone. 1l-cvclopropvl- 98 C6H100 006704-19-4 64
4 2(5H)-Furanone. 3-methvl- 98 C5H602 022122-36-7 53
5 Cyclopentanecarboxaldehyde 98 C6H100 000872-53-7 53

Abundance Scan 457 (7.110 min): BF093442.D (-453) (-) m/z 69.10 100.00%
69.1
411 571
5000
o 680 7.00 7.20 7.40
87.1 111.1 : : - : :
0 ...,....,....,...-!!:'...i.-.|.|.~,...!:'....,...'.,...I,....,~....,..1.2]9,.2..., m/z 57.10 58.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3043: 4-Methyl-5H-furan-2-one
69.0
41.0
5000 IR AN SR LR LR
98.0 6.80 7.00 7.20 7.40
m/z 41.10 58.57%
27.0
0 (il \‘ ! 539 ‘\ 83.0 :
LR IR I SR IULR NI SULRE IR LN NS SRS BRASS SRRES LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
41.0 69.0
680 7.00 7.20 7.40
5000 m/z 39.10 36.64%
27.0 56.0 08.0
15.0 83.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3194: 1-Propanone, 1-cyclopropyl- AN AR R A S s S e
69.0 6.80 7.00 7.20 7.40
m/z 56.10 21.46%
41.0
5000
98.0
0'“I”'W'“UP'”ih'W'”MP'“i”?gq”'P'”l“'W'”'P'”I”'W R A R R L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093442.D

Aca On : 8 Mar 2017 21:34

Operator : SJ/MA

Sample : 12159-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_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 Hexanoic acid, 2-ethyl- Concentration Rank 10

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

7.73 32.03 ng 30886600 Naphthalene-d8 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 90
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 59
4 1.4-Dioxane 88 C4H802 000123-91-1 47
5 Heptanoic acid, 2-methyl-, methy... 158 C9H1802 051209-78-0 37

Abundance Scan 511 (7.728 min): BF093442.D (-487) (-) m/z 73.05 100.00%
73.0
5000 11 :
101.1
d“ | 1201 7.40 7.60 7.80 8.00
ol B4 A\ EeP — m/z 88.10 81.44%
m/z--> 50 100 150 200 250 300 350
Abundance #20009: Hexanoic acid, 2-ethyl-
73.0
%0001 410 740 7.60 7.80 8.00
101.0 m/z 57.10 40.53%
0
m/z--> 50 100 150 200 250 300 350
Abundance
88.0
7.40 7.60 7.80 8.00
5000 m/z 41.10 38.28%
41.0
0 158.0
m/z--> 50 100 150 200 250 300 350
Abundance #153016: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester e
43.0  8§8.0 7.40 7.60 7.80 8.00
m/z 55.05 25.78%
0 n \J\ ii \‘11501420 173.0 214.0242.0272.0 313.0 355.0
m/z--> 50 100 150 200 250 300 350 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093442.D

Aca On : 8 Mar 2017 21:34

Operator : SJ/MA

Sample : 12159-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_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 unknown9.65 Concentration Rank 11

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

9.65 29.65 ng 2443690 Acenaphthene-d10 9.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. chloro-. octadecvl ... 346 C20H39CIl02 005348-82-3 47
2 2.2-Dimethvilpropionic acid. 4-me... 186 C11H2202 150588-62-8 43
3 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 43
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 43
5 Oxirane, [(dodecyloxy)methyl]- 242 C15H3002 002461-18-9 43

Abundance Scan 679 (9.648 min): BF093442.D (-675) (-) m/z 57.10 100.00%
57.1
e ka\\ﬂ\
st " '0.40 9.60 9.80 10.00
111.1 : : : :
o,....~,||...|,.Jl'..,-'l'..J,....,..?f‘?.?..,....,.l..g?,.z... 228 m/z 84.10 19.64%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139661: Acetic acid, chloro-, octadecy! ester
57.0 83.0
9.40 9.60 9.80 10.00
m/z 41.10 18.91%
20.0 140.0 169.0 207.0 250.0 297.0

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

%

57.0

9.40 9.60 9.80 10.00
5000 m/z 69.10 16.77%
29.0 84.0

o 143.0

TWWWWWWWW

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester T T
. 9.40 9.60 9.80 10.00

m/z 83.10 14 _.53%

-

5000

5

283.0
L L e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093442.D

Aca On : 8 Mar 2017 21:34

Operator : SJ/MA

Sample : 12159-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_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 unknownl10.55 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.55 28.80 ng 2373680 Acenaphthene-d10 9.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 4.4-dimethvl- 98 C7H14 000762-62-9 27
6-(1.1-Dimethvlethyl)-dihvdropvr... 170 C9H1403 133286-44-9 27
3 Heptane. 2.2.3.3.5.6.6-heptamethvl- 198 C14H30 007225-67-4 27
4 Butanoic acid. 2-methvl-. octvl ... 214 C13H2602 029811-50-5 25
5 3-Pentanone, 2,2-dimethyl- 114 C7H140 000564-04-5 22
Abundance Scan 758 (10.551 min): BF093442.D (-754) (-) m/z 57.10 100.00%
57.1
5000 /\\—ld//[//fo/
B 1 10,20 10.40 10.60 10.80
1422 . . . :
o 37 1702 197.2 2353 m/z 71.10 23.61%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #3304: 1-Pentene, 4,4-dimethyl-
57.0
5000 A BLS DAAUAREE B
29.0 10. 20 10 40 10 60 10.80
83.0 m/z 41.10 20.74%
0'%Q'W'L'P'”I“”IL'W'“'P'”I“"'”"“"'”I“'W'”W
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
10.20 10.40 10.60 10.80
5000 m/z 83.10 19.35%
29.0
. 860 1150 1499 1700
m/z--> 6 ﬁo Jo éo éo 160 150 150 160 180 200 250 250 '
Abundance #55032: Heptane, 2,2,3,3,5,6,6- heptamethyl L2 L L B L L R B
57.0 10.20 10.40 10.60 10.80
m/z 55.10 13.68%
5000 85.0 ﬂ
o 290“‘ bl 4 los0 1400 1530
m/z--> c') 2'0 4'0 6|O 8|0 100 150 140 160 180 200 250 24'10 ' 10. 20 10 40 10 60 10. 80 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093442.D

Aca On : 8 Mar 2017 21:34

Operator : SJ/MA

Sample : 12159-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_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 unknownl10.71 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.71 25.56 ng 1912140 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Thiophenecarboxvlic acid. trid... 310 C18H3002S 1000278-86-9 32
2 Imidazole. 4-fluoro-5-aminocarbo... 129 C4H4FN30 033300-35-5 30
3 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 27
4 Benzenamine. 2.5-difluoro- 129 C6H5F2N 000367-30-6 27
5 2-Chloro-4-aminopyrimidine 129 C4H4CIN3 007461-50-9 27
Abundance Scan 772 (10.711 min): BF093442.D (-769) (-) m/z 111.10 100.00%
1111
57.1
5000
83.1
AU LS SRR
10.40 10.60 10.80 11.00
o 1552 182.2 213.2 m/z 129.10 83.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #122890: 2-Thiophenecarboxylic acid, tridecyl ester
111.0
43.0
5000
10.40 10.60 10.80 11.00
83.0 m/z 57.10 68.35%
o 182.0 310.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
129.0
10.40 10,60 10.80 11.00
5000 m/z 55.10 62.31%
58.0 85.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #11238: Cyclohexane, 1,1,3-trimethyl- e
69.0 111.0 10.40 10.60 10.80 11.00
m/z 43.10 50.95%
ol15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1&%0 10%0 10%0 1f00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093442.D

Aca On : 8 Mar 2017 21:34

Operator : SJ/MA

Sample : 12159-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_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 1-Octanol, 5,7,7-trimethyl-__._. Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.97 1441.41 ng 107815000 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol. 5.7.7-trimethvl-2-(1.... 270 C18H380 036400-98-3 90
2 2- Bromopropionic acid. decvl ester 292 C13H25Br02 026072-74-2 50
3 1-Dodecanol. 3.7.11-trimethvl- 228 C15H320 006750-34-1 50
4 1-Heptadecene 238 C17H34 006765-39-5 50
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 47
Abundance Scan 795 (10.974 min): BF093442.D (-774) (-) m/z 57.10 100.00%
57.1
5000
81 140.2 10.60 10.80 11.00 11.20
111.1 . - - - -
Obrrrpra? 2 A3z 253 m/z 41.10 24.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100819: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbutyl)-
57.0
5000
10.60 10.80 11.00 11.20
83.0 m/z 83.10 15.95%
ol 220y oy | 1110 1400 4719 2130 2559
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
83.0
10.60 10.80 11.00 11.20
0
5000 112.0 140.0 m/z 55.10 14 .52%
29.0
. 1850 519,
mﬂwﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75208: 1-Dodecanol, 3,7,11-trimethyl- e R e
57.0 10,60 10.80 11.00 11.20
m/z 69.10 14 .24%
5000
29.0
o ‘H I 490 1820 3100
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093442.D

Aca On : 8 Mar 2017 21:34

Operator : SJ/MA

Sample : 12159-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_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 Oxirane, [(hexadecyloxy)met... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.02 89.95 ng 6728460 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. [(hexadecvloxv)Ymethvl1- 298 C19H3802 015965-99-8 53
2 2-Ethvl-1-dodecanol 214 C14H300 019780-33-7 50
3 Tridecane. 6-cvclohexvl- 266 C19H38 013151-91-2 40
4 Undecane. 3-cvclohexvl- 238 C17H34 013151-78-5 38
5 2-Propionyloxypentadecane 284 C18H3602 1000245-63-0 38

Abundance Scan 799 (11.019 min): BF093442.D (-798) (-) m/z 57.10 100.00%

5000

F

10.60 10.80 11.00 11.20 11.40
m/z 83.10 22.98%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #116669: Oxirane, [(hexadecyloxy)methyl]-
.0

o

29.0 : 1060 10.80 11.00 11.20 11.40
m/z 69.10 20.71%

5000

111.0

139.0 169.0 224.0 250.0 281.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
10.|60 10.|80 11.IOO 11.|20 11.I40
5000 m/z 41.10 15.69%
29.0 83.0

111.0
139.0 168.0 196.0

2

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

Abundance #98182: Tridecane, 6-cyclohexy!l- R R e e s ]

57.0 83.0 10.60 10.80 11.00 11.20 11.40
: m/z 56.10 14 .90%

5000
111.0
290 182.0
0 ‘\‘ | ‘ \‘ Il 139.0

AAREERE RS e e R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.60 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093442.D

Aca On : 8 Mar 2017 21:34

Operator : SJ/MA

Sample : 12159-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_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 unknownl11l.05 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.05 206.44 ng 15441500 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 47
2 4-Propionvloxvtridecane 256 C16H3202 1000245-62-6 47
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 47
4 2- Bromopropionic acid. tridecvl... 334 C16H31Br02 1000292-43-9 47
5 1-Hexene, 5,5-dimethyl- 112 C8H16 007116-86-1 47
Abundance Scan 802 (11.054 min): BF093442.D (-800) (-) m/z 57.10 100.00%
57.1
5000 ? F!
" 125.2 213.3 10.80 11.00 11.20 11.40
0 ...,....,|'...|,..|..,|:'...|,..!.,.l...,..l?.fﬁ??,l.?..,.... 2R3 | m/z 41.10 18.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146886: Dichloroacetic acid, heptadecy! ester
57.0 83.0
5000 R S UL SN B
1110 1080 11,00 11.20 11.40
20.0 m/z 69.10 18.22%
o 1390 1680  210.0 238.0 2660 2950
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
"' 10/80 11.00 11.20 1140
5000 m/z 56.10 16.97%
83.0 129.0

o 155.0 182.0 2139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #93396: Ethanol, 2-(tetradecyloxy)- A R R RS Ea s T
10.80 11.00 11.20 11.40

i

m/z 55.10 14 .48%
83.0
5000

29.0 111.0

5

139.0 168.0 196.0 2970 258.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 80 11. OO 11. 20 11. 40

8270-BF030717.M Thu Mar 09 17:04:08 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093442.D

Aca On : 8 Mar 2017 21:34

Operator : SJ/MA

Sample : 12159-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_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 Dichloroacetic acid, 2-ethy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

11.18 194.52 ng 14549900  Phenanthrene-di0 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Dichloroacetic acid. 2-ethvlhexy... 240 C10H18CI1202 068144-72-9 53
2 Trichloroacetic acid. 2-ethvlhex... 274 C10H17C1302 016397-79-8 50

3 Decane. 5.6-dipropvl- 226 C16H34 119209-20-0 47
4 dl-2-Ethvlhexvl chloroformate 192 C9H17CI02 024468-13-1 47
5 Acetic acid, cyano-, 2-ethylhexy... 197 C11H19NO2 013361-34-7 43
Abundance Scan 813 (11.179 min): BF093442.D (-806) (-) m/z 57.10 100.00%
57.1
- ﬂL
| ‘ 1612
112 2
| 10.80 11.00 11.20 11.40
o3 Lol bop | L ars1isee oo ama3 g toa et 5 ooy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #81919: Dichloroacetic acid, 2-ethylhexyl ester
57.0
5000 LA L L L L L L L L L L
3.0 10.80 11.00 11,20 11.40
m/z 71.10 47 .36%
0 S 7 Y S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
B RREEE T e A
10.80 11.00 11.20 11.40
5000 m/z 43.10 39.55%
83.0
29.0 104.0
0 127.0 157.0178.0 217.0
R R R R o R e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #73974: Decane, 5,6-dipropyl- A B m s e e
57.0 10.80 11.00 11.20 11.40
m/z 41.10 31.21%
5000 112.0
29.0 83.0
ob L4k 1410 169.0 197.0 226.0
R A e A A A R A s S EEE A S RRRE R e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093442.D

Aca On : 8 Mar 2017 21:34

Operator : SJ/MA

Sample : 12159-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_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 17-Pentatriacontene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.11 26.61 ng 1990720 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 11-Tricosene 322 C23H46 052078-56-5 90
3 1-Tetracosanol 354 C24H500 000506-51-4 90
4 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 86
5 2-Hexyl-1-octanol 214 C14H300 019780-79-1 49
Abundance Scan 894 (12.105 min): BF093442.D (-892) (-) m/z 57.10 100.00%
57.1
5000 r1

11.80 12.00 12.20 12.40

. l 1402 182 2 224.3 265.9

O Ay e m/z 55.10 92 .49%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43.0
5000 83.0 e
11.80 12.00 12.20 12.40
m/z 43.10 79.79%
25.0
o ‘ M M | 1777 167.0 210.0  267.0307.0 490.0
e e e e T e T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43.0
R R
11.80 12.00 12.20 12.40
5000 83.0 m/z 69.10 77.94%
0 1250 16802100 266.0 322.0
T T T T e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #142901: 1-Tetracosanol B EmEE B B
43.0 11.80 12.00 12.20 12.40
m/z 83.10 62.11%
5000 83.0

125.0 168.0 210.0 252.0 294.0 336.0

I T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093442.D

Aca On : 8 Mar 2017 21:34

Operator : SJ/MA

Sample : 12159-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_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 unknownl2.38 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

12.38 21.80 ng 1630540 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Dodecanone 184 C12H240 001534-27-6 43
2 Pentane. 1-(l1-methvlethoxv)- 130 C8H180 005756-37-6 38
3 Tridecane 184 C13H28 000629-50-5 35
4 Ethanone. 1-(2.2-dimethvlcvclope... 140 C9H160 003664-75-3 30
5 Pentadecane, 1-bromo- 290 C15H31Br 000629-72-1 30

Abundance Scan 918 (12.379 min): BF093442.D (-916) (-) m/z 57.10 100.00%

57.1

5000

183.2 B IR e e i e
222.3 2483 2832 12.00 12.20 12.40 12.60

0 m/z 43.10 67.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45427: 3-Dodecanone
57.0
5000 290 LA L L L L L L L LB L L
12.00 12.20 12.40 12.60
‘ m/z 55.10 47 .27%
0.,ﬂu.mn.h o 11001210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
R o R S EREE
12.00 12.20 12.40 12.60
5000 71.0 m/z 71.10 42.42%
115.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45540: Tridecane A B R
57.0 12.00 12.20 12.40 12.60
m/z 41.10 39.90%
5000
29.0 85.0
o “ L4 “ 113 0 141.0 184 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. OO 12 20 12. 40 12. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093442.D

Aca On : 8 Mar 2017 21:34

Operator : SJ/MA

Sample : 12159-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_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 unknownl12.59 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.59 49.89 ng 3731850 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 1l-methvlethvl ester 144 C8H1602 018362-97-5 27
2 N-Cvclooct-4-envlacetamide 167 C10H17NO 170952-69-9 25
3 Isopropvl stearate 326 C21H4202 000112-10-7 25
4 Carbamic acid. methvlnitroso-. e... 132 C4H8N203 000615-53-2 12
5 Acetamide, N,N"-carbonylbis- 144 C5H8N203 000638-20-0 11
Abundance Scan 936 (12.585 min): BF093442.D (-934) (-) m/z 43.10 100.00%
431
5000
711 102.1
129.1 0 12140 1260 12.80 1300
171.2 2223 284.3 12.20 12.40 12.60 12.80 13.00
| 972 7\ 2183 m/z 57.10 48.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #20092: Pentanoic acid, 1-methylethyl ester
43.0
85.0
5000 AR AR U R B

12.20 12.40 12.60 12.80 13.00
m/z 41.10 40.85%

# |0 120
o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
R B e
108.0 167.0 12.20 12.40 12.60 12.80 13.00
5000 m/z 55.10 40.79%
139.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #130928: Isopropyl stearate AR B
43.0 12.20 12.40 12.60 12.80 13.00
102.0 m/z 60.00 39.70%
5000
Ot AR LA L n e e et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1220 12140 12.60 12.80 13.00

8270-BF030717.M Thu Mar 09 17:04:12 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093442.D

Aca On : 8 Mar 2017 21:34

Operator : SJ/MA

Sample : 12159-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_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 unknownl13.73 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
13.73 20.00 ng 36171000 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol. 5.7.7-trimethvl-2-(1.... 270 C18H380 036400-98-3 38
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 27
3 1-Hexene. 5.5-dimethvl- 112 C8H16 007116-86-1 27
4 7-t-Butoxvbicvclol2.2.1Theptane-... 196 C11H1603 1000210-03-3 27
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 25

Abundance Scan 1036 (13.728 min): BF093442.D (-1026) (-) m/z 57.10 100.00%
57.1
5000 ‘/\M\\
97.2 140.2 AN BN UL B
191.1 13.40 13.60 13.80 14.00
ob— .h, okdoll TN w2 aere  ae1 sess n U000 1o
m/z--> 50 100 150 200 250 300 350
Abundance #100819: 1-Octanol, 5,7, 7-trimethyl-2-(1,3,3-trimethylbutyl)-
57.0
5000 LA BN SUGLE SRR
13.40 13.60 13.80 14.00
m/z 83.10 17.95%
oLzzop | | 710 1001710 2130 2550
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
13.40 13.60 13.80 14.00
5000 m/z 140.20 15.96%
97.0
0 200 126'0155.0 224.0
mz-> 50 100 150 200 250 300 350
Abundance #6540: 1-Hexene, 5,5-dimethyl- B A RRRRmEamEE R
57.0 13.40 13.60 13.80 14.00
m/z 71.10 15.41%
5000
‘ ‘ 97.0
0...‘.p.V.H‘,J... LA UL UL UL SRR AR BN SUGLA SRR
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00

8270-BF030717.M Thu Mar 09 17:04:12 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093442.D

Aca On : 8 Mar 2017 21:34

Operator : SJ/MA

Sample : 12159-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_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 Oxiraneoctanoic acid, 3-oct... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

15.04 20.00 ng 9152550  Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Oxiraneoctanoic acid. 3-octvl-.

... 410 C26H5003

2 12-Hvdroxv-octadecanoic acid. oc... 412 C26H5203

3 Nonane. 4-methvl-5-propvl-
4 Heptane. 3-ethvl-5-methvl-
5 Octane, 3,3-dimethyl-

184 C13H28
142 C10H22
142 C10H22

000141-38-8 58
074819-90-2 43
062185-55-1 38
052896-90-9 27
004110-44-5 27

Abundance Scan 1151 (15.043 min): BF093442.D (-1148) (-)
197.2
5000
o 27.3 2553 297.2327.4357.1

m/z--> 50 100 150 200 250 300 350
Abundance #158444: Oxiraneoctanoic acid, 3-octyl-, 2-ethylhexyl ester
57.0
112.0 197.0
5000
143.0 ‘ 283.0 327.0
27\\'0\‘\ all Mu ol - 247'0\\ | 1
O e e s e T
m/z--> 50 100 150 200 250 300 350
Abundance
55.0 197.0
5000 97.0
327.0
129.0 283.0
o 167.0 247.0 394.0
T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #45623: Nonane, 4-methyl-5-propyl-

m/z 55.10 100.00%

-

14.80 15.00 15.20 15.40

m/z 71.10 95.15%

:

T I T
14.80 15.00 15.20 15.40

m/z 197.20 91.27%

14.80 15.00 15.20 15.40

m/z 57.10 75.41%

%

57.0 14,80 15.00 15.20 15.40
m/z 43.10 54_02%
5000
112.0
27,0
oL g 142.0 184.0
O e
miz--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40

8270-BF030717.M Thu Mar 09 17:04:13 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093442.D

Aca On : 8 Mar 2017 21:34

Operator : SJ/MA

Sample : 12159-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_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 trans-5,6-Epoxydecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

16.80 3.77 ng 1724430 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-5.6-Epoxvdecane 156 C10H200 002165-61-9 50
2 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 49
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 45
4 Acetic acid. chloro-. octadecvl ... 346 C20H39CI102 005348-82-3 45
5 Cycloundecane, (1-methylethyl)- 196 C14H28 062338-56-1 43

Abundance Scan 1305 (16.803 min): BF093442.D (-1301) (-) m/z 57.10 100.00%

57.1

:

5000
169.2 196.2 16.40 16.60 16.80 17.00 17.20
o.,....,"...',..ll.,lel...“..zl.' .-'..1.42..?.,.... 2222 2091 8133 ‘m/z 83.10 10.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #26959: trans-5,6-Epoxydecane

57.0

E

99.0

16. 40 16. 60 16. 80 17. 00 17. 20

5000

m/z 71.10 10.46%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0 83.0
R N R I EREEE s
16.40 16.60 16.80 17.00 17.20
5000 1110 m/z 85.10 10.05%
29.0

o 139.0 168.0  210.0238.0 26,0 295.0

mmwmmmmwﬁwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137330: 1-Heneicosyl formate B B e
16.40 16.60 16.80 17.00 17.20

:

m/z 117.00 8.14%

5000

-

167.0 196.0222.0  266.0 294.0 355
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 16.40 16,60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093442.D

Aca On : 8 Mar 2017 21:34

Operator : SJ/MA

Sample : 12159-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_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 unknownl7.33 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.33 20.90 ng 9565460 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 3.7.11-trimethvl- 228 C15H320 006750-34-1 43
2 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 42
3 1-Octanol. 2-butvl- 186 C12H260 003913-02-8 38
4 2-Azido-2.4.4.6.6.8.8-heptamethv... 267 C16H33N3 1000293-29-1 27
5 Ethanol, 2-(hexadecyloxy)- 286 C18H3802 002136-71-2 27
Abundance Scan 1351 (17.328 min): BF093442.D (-1344) (-) m/z 57.10 100.00%
57.1
A DA AR B BN
119.1
196.3 17.00 17.20 17.40 17.60
b b d 7T 25282050 8718 8235 Tnyz 71.10 11.57%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #75211: 1-Dodecanal, 3,7,11-trimethyl-
57.0
5000 U DAL UL BIURIE B
ﬂ%ﬂ%ﬂ%ﬂm
m/z 119.10 10.54%
01.5'.4.., | hh “ “\ 4| |1820228IO T T e
miz--> 0 50 150 200 250 300 350 400 450 500
Abundance
57.0
p7.0 R AR RN B BN
17.00 17.20 17.40 17.60
5000 m/z 85.10 10.08%
0 139.01g90 238.0 2950
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #46870: 1-Octanol, 2-butyl- L L B L B L
57.0 17.00 17.20 17.40 17.60
m/z 83.10 9.81%
5000
111.0
015d 168.0
mz> 0 50 100 ik 0 2o ae we e ks o 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093442.D

Aca On : 8 Mar 2017 21:34

Operator : SJ/MA

Sample : 12159-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_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 8-Octadecenal Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
17.98 190.58 ng 87215500 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 8-Octadecenal

266 C18H340

056554-94-0 56

2 Undecane. 4.6-dimethvl- 184 C13H28 017312-82-2 43
3 Nonacosane 408 C29H60 000630-03-5 43
4 Nonane. 2.2.4.4.6.8.8-heptamethvl- 226 C16H34 004390-04-9 38

5 Pentanoic

acid, 2,4-dimethyl-, t... 186 C11H2202

1000163-75-4 38

Abundance Scan 1408 (17.980 min): BF093442.D (-1383) (-)
571.1
5000
140.2
ok i %2413 207.33412387.4 539.6
e e et e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #98120: 8-Octadecenal
7.0
5000
11.0
15. ‘ 177.0 252.0
Ol ey
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
5000
113.0
0 184.0
R e e o L L o o e I s
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158131: Nonacosane
57.0
5000
9.0
oh s uJ%41018302250267030903510 408.0
REEEEmE

m/z 57.10 100.00%

-

17.60 17.80 18.00 18.20 18.40

m/z 71.10 13.50%

F

17. 60 17. 80 18 00 18. 20 18. 40

m/z 83.10 12.03%

A

17.60 17.80 18.00 18.20 18.40

m/z 140.20 11.77%

o

17.60 17.80 18.00 18.20 18.40

m/z 85.10 11.67%

?

m/z--> 0 50

100 150 200 250 300 350 400 450 500

17. 60 17. 80 18 00 18. 20 18. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093442.D

Aca On : 8 Mar 2017 21:34

Operator : SJ/MA

Sample : 12159-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 Cyclohexadecane, 1,2-diethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
18.63 12.37 ng 5659190 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane. 1.2-diethvl- 280 C20H40 1000155-85-3 92
2 1-Eicosene 280 C20H40 003452-07-1 90
3 2-Ethvl-1-dodecanol 214 C14H300 019780-33-7 83
4 Silane. trichlorodocosvl- 442 C22HA45CI3Si 007325-84-0 80
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 62

Abundance Scan 1465 (18.631 min): BF093442.D (-1460) (-) m/z 57.10 100.00%
571.1
5000 a3l \V\L
111.1
13924, = 15140 1560 18,80 19,00
- Aoy hoh A32 || 2831 825338511 LT 4310 73.28%
m/z--> 50 100 150 200 250 300 350
Abundance #106406: Cyclohexadecane, 1,2-diethyl-
43.0
69.0
97.0 280.0
5000 IR BN SUNILN SRR S
18.40 18.60 18.80 19.00
125.0 251.0 m/z 71.10 60.52%
| | 53018102000 |
o \I\\I\l |“‘|“| M M - ——r— :
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
83.0 IR BN SUNILN SRR S
18.40 18.60 18.80 19.00
0
5000 1110 m/z 55.10 52.81%
139.0 2800
o 1670 2000 2520
m/z--> 50 100 150 200 250 300 350
Abundance #65764: 2-Ethyl-1-dodecanol R AR RRRES T
57.0 18.40 18.60 18.80 19.00
m/z 83.10 47 .92%
50001 9 5 83.0
111.0
m/z--> 50 100 150 200 250 300 350 18.40 18,60 18.80 19.00

8270-BF030717.M Thu Mar 09 17:04:18 2017

Page: 23



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030817\
Data File : BF093442.D

Acq On : 8 Mar 2017 21:34

Operator : SJ/MA

Sample : 12159-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717_M
Quant Title : 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]
unknown6 .57 6.57 34.0 ng 3311440 1 6.77 1948920 20.0
1-Hexanol, 2-ethyl- 7.04 1199.2 ng 116855000 1 6.77 1948920 20.0
4-Methyl-5H-furan. .. 7.11 48.0 ng 4679630 1 6.77 1948920 20.0
Hexanoic acid, 2-... 7.73 32.0 ng 30886600 2 8.06 19287500 20.0
unknown9.65 9.65 29.6 ng 2443690 3 9.81 1648140 20.0
unknown10.55 10.55 28.8 ng 2373680 3 9.81 1648140 20.0
unknown10.71 10.71 25.6 ng 1912140 4 11.32 1495960 20.0
1-Octanol, 5,7,7-... 10.97 1441.4 ng 107815000 4 11.32 1495960 20.0
Oxirane, [(hexade... 11.02 90.0 ng 6728460 4 11.32 1495960 20.0
unknownl1l.05 11.05 206.4 ng 15441500 4 11.32 1495960 20.0
Dichloroacetic ac... 11.18 194.5 ng 14549900 4 11.32 1495960 20.0
17-Pentatriacontene 12.11 26.6 ng 1990720 4 11.32 1495960 20.0
unknownl12 .38 12.38 21.8 ng 1630540 4 11.32 1495960 20.0
unknownl12 .59 12.59 49.9 ng 3731850 4 11.32 1495960 20.0
unknownl13.73 13.73 20.0 ng 36171000 5 13.95 36171000 20.0
Oxiraneoctanoic a... 15.04 20.0 ng 9152550 6 15.35 9152550 20.0
trans-5,6-Epoxyde... 16.80 3.8 ng 1724430 6 15.35 9152550 20.0
unknownl17 .33 17.33 20.9 ng 9565460 6 15.35 9152550 20.0
8-Octadecenal 17.98 190.6 ng 87215500 6 15.35 9152550 20.0
Cyclohexadecane, ... 18.63 12.4 ng 5659190 6 15.35 9152550 20.0
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