LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\

Data File : BF101171.D

Aca On : 6 Dec 2017 16:51 Instrument :
Operator : SJ/JU BNA_F

Sample : 16683-01 10X ClientSampleld :
Misc - E0-01-120517-A
ALS Vial : 13 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-BF113017.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

5.457 570 573 584 rBV 88010 92145 4_.31% 1.179%
6.475 743 746 754 rBV 81420 89895 4.21% 1.151%
rBB 117193 106025 4._.96% 1.357%
6.845 805 809 816 rBB 312186 249992 11.69% 3.200%
6.998 832 835 841 rVB 98831 83188 3.89% 1.065%
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7.410 902 905 913 rBvV 58113 63931 2.99% 0.818%
8.128 1024 1027 1033 rVB 395153 316519 14.81% 4_.051%
rBv 144993 123326 5.77% 1.578%
9.804 1305 1312 1317 rBV 35717 32859 1.54% 0.421%
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1 9.886 1322 1326 1329 rBV 371123 336876 15.76% 4.312%
11 10.304 1394 1397 1400 rVB 43441 35303 1.65% 0.452%
12 10.522 1425 1434 1436 rBV3 16940 22007 1.03% 0.282%
13 10.675 1457 1460 1464 rBV 63791 52884 2.47% 0.677%
14 10.775 1475 1477 1482 rBV 45672 49591 2.32% 0.635%
15 11.222 1551 1553 1556 rBV 35896 30361 1.42% 0.389%
16 11.375 1575 1579 1581 rBV 379680 325103 15.21% 4.161%
17 11.398 1581 1583 1587 rVB 65480 51938 2.43% 0.665%
18 11.651 1623 1626 1629 rBV 31942 24688 1.15% 0.316%
19 11.757 1640 1644 1647 rBV 808039 636530 29.78% 8.147%
20 11.875 1660 1664 1667 rBV2 29433 38212 1.79% 0.489%
21 11.904 1667 1669 1674 rVB 33850 29596 1.38% 0.379%
22 11.986 1679 1683 1685 rBV2 23977 27453 1.28% 0.351%
23 12.057 1692 1695 1701 rVB 24423 23313 1.09% 0.298%

24 12.451 1754 1762 1763 rBV 1983091 2137775 100.00% 27.362%
25 12.469 1763 1765 1770 rVB2 1753313 1465901 68.57% 18.762%

26 12.545 1775 1778 1782 rVB 309742 249789 11.68% 3.197%

27 12.592 1782 1786 1790 rBV2 67313 96504 4_.51% 1.235%
28 12.822 1821 1825 1831 rVB 77973 83069 3.89% 1.063%
29 12.957 1844 1848 1850 rBV 108055 92816 4._.34% 1.188%
30 13.033 1858 1861 1865 rBV3 13332 23730 1.11% 0.304%
31 13.704 1971 1975 1981 rVB7 12074 22161 1.04% 0.284%
32 13.939 2012 2015 2019 rBV2 25360 28305 1.32% 0.362%
33 14.016 2023 2028 2031 rVV 275324 299180 13.99% 3.829%
34 14.045 2031 2033 2038 rVB 29977 35043 1.64% 0.449%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101171.D

Aca On : 6 Dec 2017 16:51

Operator : SJ/JU

Sample : 16683-01 10X

Misc :

ALS Vial : 13 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 > Z:\HPCHEM1I\BNA F\METHODS\8270-BF113017 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.163 2048 2053 2055 rBv4 17041 25129 1.18% 0.322%
36 15.068 2204 2207 2211 rBV3 20528 24144 1.13% 0.309%
37 15.498 2275 2280 2285 rBV 197142 274816 12.86% 3.517%
38 15.915 2349 2351 2358 rVB6 15908 27589 1.29% 0.353%
39 16.174 2392 2395 2398 rVB5 16341 23847 1.12% 0.305%
40 16.604 2466 2468 2475 rVB7 21307 34745 1.63% 0.445%
41 17.704 2651 2655 2661 rVB9 13332 26685 1.25% 0.342%

Sum of corrected areas: 7812963
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1\BNA F\DATA\BF120617\
BF101171.D
6 Dec 2017 16:51
SJ/JuU
16683-01 10X
13 Sample Multiplier: 1
Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1500000

1000000

500000

TIC: BF101171.D

5.46

0
Time-->

T
5.00

Abundance

1500000

1000000

500000

TIC: BF101171.D

11.76

9.89 11.37

Bﬂ{ 10.3010 577 11.2énH40 11.64 TULEHR

2.55

5912.82.96

13.03

0
Time-->

A I
T LI B L B B R |

11.50 12.0

10.00

10.50 11.00

0

12.50

13.50

13.00

Abundance

1500000

1000000

500000

7013.H5404.16

TIC: BF101171.D

14.02 15.50

15.07 15.92 16.17 16.60 17.70

0

Time-->

14.00

17.50

17.00

16.50

16.00

15.50

15.00

14.50

18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101171.D

Aca On : 6 Dec 2017 16:51

Operator : SJ/JU

Sample : 16683-01 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 unknown6.62 Concentration Rank 4

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

6.62 8.48 ng 106025 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 771 (6.622 min): BF101171.D (-767) (-) m/z 132.00 100.00%
5000
68
96 rrrTrrTTTTTTT T T T T T
40 54 75 | 103 6.20 6.40 6.60 6.80 7.00
o TN A | S 1| m/z 68.10 32.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 R R UL LR
a1 o7 6.20 6.40 6.60 6.80 7.00
53 117 m/z 134.10 31.42%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 23.61%
104
oL 14 27 37 4451 58 6 77 g9 o 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- P e
132 6.20 6.40 6.60 6.80 7.00
m/z 96.10 14 .83%
5000
6 104
39 51 7 90 117
O'W'“w'“w'“ml“'w“'l”'w“H'“JL“'N“'V”“w“'”L"' [T T T T
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:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101171.D

Aca On : 6 Dec 2017 16:51

Operator : SJ/JU

Sample : 16683-01 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 Undecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.30 2.10 ng 35303 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 90
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 80
Abundance Scan 1396 (10.298 min): BF101171.D (-1394) (-) m/z 57.05 100.00%
57
85
5000 4
1 10,00 10,20 10.40 10.60
01 m/z 43.10 82 .66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #28421: Undecane
57
5000 NN BN R
4 a5 10.00 10.20 10.40 10.60
m/z 71.05 56.82%
ol 26 L g 156
m/z--> 25 Jo éo 85 160 120 150 1éo 1§0 260 250 250 2éo 2§0 300
Abundance
57
10.00 10.20 10.40 10.60
5000 Al 85 m/z 85.10 47 .59%
0 13159794169 197 204230 266281206
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59881: Tetradecane
57 10.00 10.20 10.40 10.60
m/z 41.10 38.46%
4
5000 a5
o LA L e g 1o
m/z--> 25 Jo éo 85 160 150 150 1éo 180 200 220 250 2éo 2§0 300 1000 1020 1040 1060
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101171.D

Aca On : 6 Dec 2017 16:51

Operator : SJ/JU

Sample : 16683-01 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 Tetratetracontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.77 3.05 ng 49591 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 86
2 Octadecane 254 C18H38 000593-45-3 86
3 Tetracosane 338 C24H50 000646-31-1 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Pentadecane 212 C15H32 000629-62-9 86
Abundance Scan 1476 (10.769 min): BF101171.D (-1475) (-) m/z 57.10 100.00%
57
5000
o7 167 10.40 10.60 10.80 11.00
ol L b e e e || M7z 43.10  67.81%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57
5000 DU PR AR B B
mmmmmmnm
m/z 71.10 61.92%
o \\‘H“ ;69 211 253 295 337 393 432463 505 561591
m/z--> éo 100 150 200 250 300 350 460 450 500 séo 660
Abundance
57
10.40 10.60 10.80 11.00
5000 m/z 41.05 44 .38%
99
0 26 141 183 254
m/z--> éo 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #175557: Tetracosane L B o
57 10.40 10.60 10.80 11.00
m/z 85.20 42 .62%
5000

99
26 ‘ ||, 141 183 225 267 338

L N

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101171.D

Aca On : 6 Dec 2017 16:51

Operator : SJ/JU

Sample : 16683-01 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.76 39.16 ng 636530 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 94
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 91
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1645 (11.763 min): BF101171.D (-1640) (-) m/z 74.00 100.00%
L
5000
43
7 143 227 SNBSS | SN
ﬁ | 101115129 | 157171185199213 \ 241 270 11.40 11.60 11.80 12.00
Ot el e b e e | M/Z 87.00 79554
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
87
5000 L DR SUNLLA SN B
43 11,40 11.60 11.80 12.00
7 143 m/z 43.05 34.62%
o \ﬁmMWm@\mmmmem 210
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74
87 ADABAUAARAR EAUURE &
11.40 11.60 11.80 12.00
5000 43 270 m/z 41.05 27.76%
57 143 227
29 101495129 157171135199213 241 955
O R R e o e o AT
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester S RmEE s A A RARRR R
74 11.40 11.60 11.80 12.00
a7 m/z 55.05 27 .28%
5000 43
7 143
miz-> 20 40 60 80 100 150 140 160 180 200 220 240 260 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101171.D

Aca On : 6 Dec 2017 16:51

Operator : SJ/JU

Sample : 16683-01 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 Phenanthrene, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.87 2.35 ng 38212 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 93
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 91
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 87
4 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 87
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 87
Abundance Scan 1663 (11.869 min): BF101171.D (-1660) (-) m/z 192.10 100.00%
192
5000
5, 9511 165 302 11,60 11.80 12,00 12.20
o} m/z 191.10 59.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54746: Phenanthrene, 1-methyl-
192
5000
11.60 11.80 12.00 12.20
165 m/z 189.10 32.35%
o 39 63 g1 96 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
192
11.60 11.80 12.00 12.20
5000 m/z 193.00 20.79%
165

%4
o 39 6378 115 139

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

Abundance #54735: Anthracene, 2-methyl- R REEE S AR
11.60 11.80 12.00 12.20

m/z 165.10 14 .92%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101171.D

Aca On : 6 Dec 2017 16:51

Operator : SJ/JU

Sample : 16683-01 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.45 131.51 ng 2137780 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
3 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
5 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
Abundance Scan 1762 (12.451 min): BF101171.D (-1754) (-) m/z 67.05 100.00%
67 81
41
5000
178 263 294 12.20 12.40 12.60 12.80
Ol 192206220234 m/z 81.10 86.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67
81
5000 LSS UL UL UL B
nmnmnmnm
m/z 55.10 71.10%
0H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
n 67
81 12'20 12. 40 12. 60 12|80
5000 95 m/z 41.05 60.37%
109 294
o 123 150164178195506220034 263
Twmwwwﬁwwmmwr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139707: 8,11-Octadecadienoic acid, methyl ester R EE e L EREEE R
nmnmnmnm
m/z 95.05 58.65%
5000
294
124 150 263
o 1041781 99206220234 249
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1250 1240 1260 1280
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101171.D

Aca On : 6 Dec 2017 16:51

Operator : SJ/JU

Sample : 16683-01 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 16-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.47 90.18 ng 1465900 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 98
2 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 98
3 8-Octadecenoic acid. methvl ester 296 C19H3602 002345-29-1 95
4 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 94
5 9-Octadecenoic acid (2)-, methyl... 296 C19H3602 000112-62-9 93

Abundance Scan 1765 (12.469 min): BF101171.D (-1763) (-) m/z 55.10 100.00%

5000

[

12.20 12.40 12.60 12.80
m/z 41.10 65.98%

222 264
ol 246

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester

125141 166180194

74

—

5000 LA L L L L L LB
12.20 12.40 12.60 12.80
264 m/z 69.10 62.88%
o 2 138152 180 07222934 278 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
S R
41 12.20 12.40 12.60 12.80
5000 74 m/z 74.05 51.91%
¥ 264
27 111
o 138152 180 57222554 278 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141273: 8-Octadecenoic acid, methyl ester L L M
5 12.20 12.40 12.60 12.80
74 m/z 43.10 48 .00%

5000

RV
L L B

! T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101171.D

Aca On : 6 Dec 2017 16:51

Operator : SJ/JU

Sample : 16683-01 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 unknownl15.92 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.92 2.01 ng 27589 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 25
2 Decane. 1-fluoro- 160 C10H21F 000334-56-5 22
3 Eicosane 282 C20H42 000112-95-8 22
4 1-Hexadecanol. 2-methvl- 256 C17H360 002490-48-4 22
5 Oxalic acid, isobutyl undecyl ester 300 C17H3204 1000309-37-6 14
Abundance Scan 2352 (15.921 min): BF101171.D (-2349) (-) m/z 57.05 100.00%
57
5000 85
5 13 4, 160 183 207 250 287 BB AR AR AR
231 15.60 15.80 16.00 16.20
ob—— I L m/z 71.00 71.81%
m/z--> 50 100 150 200 250 300
Abundance #178298: Bacchotricuneatin ¢
71
g5 112
5000 R AU BUAS U B
15 60 15. 80 16. 00 16.20
m/z 43.10 56.48%
o H“\ \u 1 1?31?1 216 245 312 342
m/z--> 55 Io 250 360
Abundance
43
15,60 15.80 16.00 16.20
5000 m/z 85.10 50.63%
69
97
oL 26 116 140 160
m/z--> 55 160 150 200 250 360 '
Abundance #129491: Eicosane e AREEEEEaSEE
57 15.60 15.80 16.00 16.20
m/z 41.10 35.83%
5000 85
29
0 L‘ I i |y M1%, 141 169 197 225 253 282
m/z--> 55 160 150 200 250 300 ' 1560 1580 1600 1620 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101171.D

Aca On : 6 Dec 2017 16:51

Operator : SJ/JU

Sample : 16683-01 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 unknownl16.60 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.60 2.53 ng 34745 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
N-(3.4.5.6-Tetrahvdro-1.3-thiazi... 192 C10H12N2S 003420-40-4 25
2 Anthracene. 9-cvclohexvltetradec... 274 C20H34 055255-70-4 23
3 (7a-1sopropenvl-4_.5-dimethvlocta... 222 C15H260 1000187-02-9 17
4 2H-1.2.3-Triazole-4-carboxaldehv... 191 C9H6FN30 051306-43-5 17
5 2-(4a,8-Dimethyl-6-0x0-1,2,3,4,4... 234 C15H2202 1000190-21-8 16
Abundance Scan 2467 (16.598 min): BF101171.D (-2466) (-) m/z 191.15 100.00%
191
er 129
95
53 109 253
5000 215 231 289
16.20 16.40 16,60 16.80 17.00
0! m/z 67.05 77 .34%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54118: N-(3,4,5,6-Tetrahydro-1,3-thiazin-2-ylidene)aniline
191
5000 AR B B BN
16. 20 16. 40 16 60 16. 80 17. 00
[ 118 136 oo m/z 187.10  70.70%
21 e 1]
0 ””‘I‘IHI‘III\ \ ‘lul‘l‘u “:‘::‘l||‘|‘||||||‘||||| - ‘: R
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
95 191
41 o
109 16.20 16.40 16.60 16.80 17.00
5000 81 m/z 129.00 68.48%
135
274
0 149, 63177 217232 259
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #79457: (7a-Isopropenyl-4,5-dimethyloctahydroinden-4-ylyme...
191 16.20 16.40 16.60 16.80 17.00
95 m/z 80.00 65.93%
5000
) 2 161175 207
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF120617\
Data File : BF101171.D

Acq On : 6 Dec 2017 16:51

Operator : SJ/JU

Sample : 16683-01 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6.62 6.62 8.5 ng 106025 1 6.85 249992 20.0
Undecane 10.30 2.1 ng 35303 3 9.89 336876 20.0
Tetratetracontane 10.77 3.0 ng 49591 4 11.37 325103 20.0
Hexadecanoic acid... 11.76 39.2 ng 636530 4 11.37 325103 20.0
Phenanthrene, 1-m... 11.87 2.4 ng 38212 4 11.37 325103 20.0
9,12-Octadecadien... 12.45 131.5 ng 2137780 4 11.37 325103 20.0
16-Octadecenoic a... 12.47 90.2 ng 1465900 4 11.37 325103 20.0
unknownl15.92 15.92 2.0 ng 27589 6 15.50 274816 20.0
unknown16.60 16.60 2.5 ng 34745 6 15.50 274816 20.0
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