LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110530.D

Aca On : 6 Nov 2018 22:07

Operator : JU/SJ

Sample : J5764-05 2X

Misc :

ALS Vial : 16 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF102318.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 2.252 24 28 45 rVB 153847 260700 3.26% 0.926%
2 5.575 589 593 611 rBV 791160 859177 10.76% 3.052%
3 6.575 759 763 784 rBV 962102 973331 12.19% 3.458%
4 6.722 784 788 795 rBVY 1129761 947197 11.86% 3.365%
5 6.957 824 828 834 rBV 543282 515730 6.46% 1.832%
6 7.110 850 854 867 rVB 856247 738833 9.25% 2.625%
7 7.516 919 923 934 rBV 508855 557615 6.98% 1.981%
8 8.239 1042 1046 1051 rBV 587816 564676 7.07% 2.006%
9 9.310 1224 1228 1236 rBvV 1069325 1000636 12.53% 3.555%
10 9.698 1290 1294 1299 rBv2 127365 152910 1.91% 0.543%

11 9.904 1326 1329 1333 rVB 128516 107872 1.35% 0.383%
12 9.998 1342 1345 1349 rVB 608051 538514 6.74% 1.913%
13 10.404 1410 1414 1417 rBV 196700 156345 1.96% 0.555%
14 10.622 1447 1451 1454 rBV 81668 101819 1.27% 0.362%
15 10.786 1476 1479 1488 rBV 388741 445514 5.58% 1.583%

16 10.880 1492 1495 1504 rVB 184148 257153 3.22% 0.913%
17 11.327 1568 1571 1573 rBV 174813 135151 1.69% 0.480%
18 11.486 1595 1598 1601 rBV 471605 489384 6.13% 1.738%
19 11.751 1641 1643 1646 rBV 146044 114741 1.44% 0.408%
20 11.857 1657 1661 1664 rBV 2664672 2182260 27.32% 7.752%

21 11.992 1681 1684 1687 rBV2 103586 103204 1.29% 0.367%
22 12.157 1709 1712 1715 rBV 113273 115633 1.45% 0.411%
23 12.421 1754 1757 1763 rVB3 93248 104866 1.31% 0.373%
24 12.557 1774 1780 1782 rBV 6104089 7986376 100.00% 28.370%
25 12.574 1782 1783 1789 rVV2 5140910 4124085 51.64% 14.650%

26 12.651 1792 1796 1799 rVV 1194559 953557 11.94% 3.387%
27 12.704 1803 1805 1808 rVVv2 183006 204240 2.56% 0.726%
28 12.739 1808 1811 1813 rVB2 81268 94492 1.18% 0.336%
29 12.886 1833 1836 1839 rVV 219547 184403 2.31% 0.655%
30 12.921 1839 1842 1844 rVV 107432 104514 1.31% 0.371%

31 12.939 1844 1845 1850 rVB 110454 100378 1.26% 0.357%
32 13.068 1863 1867 1870 rBV 885343 748571 9.37% 2.659%
33 13.210 1888 1891 1893 rBV 230398 200190 2.51% 0.711%
34 13.298 1904 1906 1910 rVB3 103388 86697 1.09% 0.308%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110530.D

Aca On : 6 Nov 2018 22:07

Operator : JU/SJ

Sample : J5764-05 2X

Misc :

ALS Vial : 16 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:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.374 1916 1919 1921 rVB 136181 111075 1.39% 0.395%

36 13.945 2014 2016 2022 rBV2 96170 98172 1.23% 0.349%
37 14.039 2029 2032 2036 rBV 113140 113771 1.42% 0.404%
38 14.139 2045 2049 2052 rBV 468748 488858 6.12% 1.737%
39 14.262 2067 2070 2074 rBV 86978 81939 1.03% 0.291%
40 14.568 2119 2122 2129 rVB2 137129 163164 2.04% 0.580%

41 14.886 2173 2176 2180 rVB 92602 96801 1.21% 0.344%
42 15.015 2194 2198 2206 rVB 188383 294204 3.68% 1.045%
43 15.233 2233 2235 2240 rVB 117924 129022 1.62% 0.458%
44 15.627 2300 2302 2305 rBV 71285 92428 1.16% 0.328%
45 15.662 2305 2308 2313 rVB 210595 270517 3.39% 0.961%

Sum of corrected areas: 28150715
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\

BF110530.D
6 Nov 2018 22:07
JussJ
J5764-05 2X
16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110530.D

Aca On : 6 Nov 2018 22:07

Operator : JU/SJ

Sample : J5764-05 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Butane, 2-methoxy-2-methyl- Concentration Rank 9

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

2.25 10.11 ng 260700 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 28 (2.252 min): BF110530.D (-24) (-) m/z 73.10 100.00%
741
5000 43.1
55.0 87.0
2.20 2.30 2.40 2.50 2.60 2.70
S L OO OV AN A m/z 43.10 41.72%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000
430 590 2.20 2.30 2.40 2.50 2.60 2.70
87.0 m/z 55.00 28.42%
27.0
T J'h"" th J" T "|6?3q 'IL A R '49179' L
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #1997: Silane, tetramethyl-
73.0
2.20 2.30 2.40 2.50 2.60 2.70
5000 m/z 87.05 26.24%
45.0
29.0 370 || 59.0 L 88.0
miz--> 20 30 40 50 60 70 8 9 100
Abundance #4436: Pentane, 3-methoxy-
73.0 2.20 2.30 2.40 2.50 2.60 2.70
m/z 41.00 12.84%
5000
45.0
29.0
Ll 370 “\ 55.0 1, 101.0 bl WK»T;;;QG AN
m/z--> 20 30 40 50 60 70 80 9 100 ' 2.20 2.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110530.D

Aca On : 6 Nov 2018 22:07

Operator : JU/SJ

Sample : J5764-05 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2 unknown6.72 Concentration Rank 5

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

6.72 36.73 ng 947197 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 788 (6.722 min): BF110530.D (-784) (-) m/z 132.00 100.00%
13%.
5000 68.1
96.0 LA SRR R AR
400 540 | ‘ 6.40 6.60 6.80 7.00
..,....,....,...:l'.'..:,:!..,::.-.|,..'..,??.9,..!.,.196.?....,...., I m/z 68.10 40.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LSRR SRS R AR
6.40 6.60 6.80 7.00
310 510 m/z 134.00 31.71%
'w'“'w'“J”Jh'L'w'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
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
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 26.81%
41.0 97.0
53.0
‘ ‘ 20.0 117.0
|||||||||||||||||‘||‘||||‘||‘||||‘|‘il‘l||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘:::luu
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 6.40 6.60 6.80 7.00
m/z 69.05 15.81%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110530.D

Aca On : 6 Nov 2018 22:07

Operator : JU/SJ

Sample : J5764-05 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.40 5.81 ng 156345 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Pentadecane 212 C15H32 000629-62-9 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 1413 (10.398 min): BF110530.D (-1410) (-) m/z 57.05 100.00%
57.0
5000
% m31 1400 101 r, 10100 10,20 1040 10160 1030
- m/z 43.05 76.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
5000 AR AR DU DR BN
85.0 10. oo 10 20 10. 40 10. 60 10 80
20.0 : m/z 71.05 51.00%
d o Il , 113.0 141 0 169.0 197.0 226.0
m/z--> ﬁo Jo éo 85 160 150 140 1éo 180 260 250
Abundance #71393: Pentadecane
57.0
10,00 10.20 1040 10.60 10.80
0
5000 850 m/z 41.05 40.37%
29.0
\‘ ‘ ol 113 0 \ 14‘:" 0 169 0 212.0
m/z--> ' ' éo 85 160 150 140 160 180 260 250
Abundance #48835: Tridecane A EEEEE B
57.0 10.00 10.20 10.40 10.60 10.80
m/z 85.10 35.71%
5000
85.0
29.0
\‘ ‘\ R I 113 0 141 0 184 Y
m/z--> ﬁo Jo éo 50 160 150 140 160 180 260 250 1000 10.20 10.40 1060 10.80

8270-BF102318.M Wed Nov 07 16:02:02 2018 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110530.D

Aca On : 6 Nov 2018 22:07

Operator : JU/SJ

Sample : J5764-05 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.88 10.51 ng 257153 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 1495 (10.880 min): BF110530.D (-1492) (-) m/z 57.05 100.00%
57.0
5000
99.0 10.60 10.80 11.00 11.20
- \,I ol 222 2402 | "m/z 43.05 65.01%
m/z--> 50 100 150 200 250 300 350
Abundance #59879: Tetradecane
57.0
5000 L L BULLLE UL UL
10 60 10. 80 11. oo 11. 20
m/z 71.10 59.13%
2qo\ I 99.0 1410 198.0
||l|'|||||‘|‘l||‘||'||'||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
10.60 10.80 11.00 11.20
5000 m/z 85.05 35.72%
9.0
%ﬂ]| ddmplwonw 267.0 309.0338.0
m/z--> 55 160 1éo 200 250 360 3éo
Abundance #202662: Heptacosane L B S
57.0 10.60 10.80 11.00 11.20
m/z 41.10 30.30%
5000
99.0
270{ |y, 1410 1830 225.0 267.0 323.0 380.0
m/z--> 50 1(')0 1&'30 200 250 300 3éo 10 60 10. 80 11. oo 11. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110530.D

Aca On : 6 Nov 2018 22:07

Operator : JU/SJ

Sample : J5764-05 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

11.33 5.52 ng 135151 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Pentadecane 212 C15H32 000629-62-9 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heptacosane. 1l-chloro- 414 C27H55CI 062016-79-9 90
5 Octadecane 254 C18H38 000593-45-3 90

Abundance Scan 1571 (11.327 min): BF110530.D (-1568) (-) m/z 57.10 100.00%

57.1

5000

11.00 11.20 11.40 11.60
m/z 43.10 67.23%

1131 141.1 1691 196.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane
57.0
5000 TT [T T T T [T T I T [T T T T [TTTT]
85.0 11.00 11.20 11.40 11.60
29.0 m/z 71.05 59.19%
Ll ) 80 1410 1690 197.0 2250 2530 282.0
B B AR na e o e EARARREEREEEE S s R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71393: Pentadecane
57.0
L o e o S ALE
11.00 11.20 11.40 11.60
5000 m/z 85.05 42.09%
85.0
29.0
.”PH.P”.P”.P”.“”.P”.P”..”..”..”..”..”w.”q.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 J
Abundance #83025: Hexadecane T
57.0 11.00 11.20 11.40 11.60

m/z 41.05 32.85%

5000
85.0

29.0 J
\ L L L 1130 1410 169.0 197.0 2260

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 00 11. 20 11. 40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110530.D

Aca On : 6 Nov 2018 22:07

Operator : JU/SJ

Sample : J5764-05 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Octacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.75 4.69 ng 114741 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Octacosane 394 C28H58 000630-02-4 87
3 Pentadecane 212 C15H32 000629-62-9 87
4 Tridecane 184 C13H28 000629-50-5 86
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 1643 (11.751 min): BF110530.D (-1641) (-) m/z 57.05 100.00%
57.0
5000
99.1 1140 11.60 11.80 1200
141.2
‘,",' L m/z 43.05  71.73%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000
11.40 11.60 11.80 12.00
m/z 71.10 57 .98%
27,}0J | 90 1410 1830 2250 2820
m/z--> 55 160 1%0 260 250 360 3%0 '
Abundance #209566: Octacosane
57.0
1140 11.60 11.80 1200
5000 m/z 85.10 39.97%
99.0
27,00 | | | , 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 1%0 260 250 360 350 '
Abundance #71393: Pentadecane L L
57.0 11.40 11.60 11.80 12.00
m/z 41.00 30.67%
5000
270] | | [0 1410 yepm20 _A_T,_Wﬁj L
m/z--> 55 160 1%0 200 250 360 3%0 ' 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110530.D

Aca On : 6 Nov 2018 22:07

Operator : JU/SJ

Sample : J5764-05 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.86 89.18 ng 2182260 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 87
3 Decanoic acid. methvl ester 186 C1l1H2202 000110-42-9 87
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 86
Abundance Scan 1662 (11.863 min): BF110530.D (-1657) (-) m/z 74.00 100.00%
74.0
5000
43.0
143.1 LI PR DU SURIUBN SR
h 971 111 | 185.1 22|7'2 2703 11.60 11.80 12.00 12.20
....,....',.-.. P VIR S Ut SN WAl St m/z 87.00 76.12%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 L L BRI NI I
43.0 11,60 11.80 12.00 12.20
143.0 m/z 43.05 33.61%
‘ hl Ll 101.0 | 171 o 1199.0 227.0 270.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131317: Hexadecanoic acid, 15-methyl-, methy! ester
74.0

11.60 11.80 12.00 12.20
5000 43.0 m/z 55.05 28.26%

143.0
I ‘ L1970 1910MP0 1710 1990 2410 g5
SN R Y RO A RN Y SN 52
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance P N .

#50099: Decanoic acid, methyl ester S L L B B
74.0 11.60 11.80 12.00 12.20

m/z 41.10 25.09%

5000

143.0

L o e RS B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20

8270-BF102318.M Wed Nov 07 16:02:05 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110530.D

Aca On : 6 Nov 2018 22:07

Operator : JU/SJ

Sample : J5764-05 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Tridecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

11.99 4.22 ng 103204 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 87
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 Nonanoic acid 158 C9H1802 000112-05-0 30

Abundance Scan 1684 (11.992 min): BF110530.D (-1681) (-) m/z 43.00 100.00%

43.0 73.0
5000

11.60 11.80 12.00 12.20 12.40
m/z 60.00 94.22%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
430 | 730
5000 129.0

11.60 11.80 12.00 12.20 12.40
m/z 73.00 91.79%

15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
11.60 11.80 12.00 12.20 12.40
5000 129.0 m/z 55.00 73.20%
157.0 1850 213.0 256.0
B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid O B B B B
43.0 73.0 11.60 11.80 12.00 12.20 12.40
m/z 57.00 72.15%
5000 129.0
.1.5.'?....,...L-‘0uv R e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20 12.40

8270-BF102318.M Wed Nov 07 16:02:05 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110530.D

Aca On : 6 Nov 2018 22:07

Operator : JU/SJ

Sample : J5764-05 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Hexacosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

12.16 4.73 ng 115633 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Eilcosane 282 C20H42 000112-95-8 87
3 Heneicosane 296 C21H44 000629-94-7 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Tridecane 184 C13H28 000629-50-5 86

Abundance Scan 1713 (12.163 min): BF110530.D (-1709) (-) m/z 57.05 100.00%

57.0
5000 85.1

13.1 11.80 12.00 12.20 12.40
‘ 141. 1169 1 203.1 2433
S f... e s — m/z 43.10 64.61%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 85.0
11.80 12.00 12.20 12.40
m/z 71.10 64.02%
29.0 1
° lﬂ.l 141.0160.0197.0225.02530  206,0323.0 _ 367.0
b — . T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
 EAE AR e et
11.80 12.00 12.20 12.40
5000 m/z 85.10  44.24%
85.0
29.0
‘ ﬂ13°141016901970225025302820
A A e
m/z--> 100 150 200 250 300 350
Abundance #141426: Heneicosane T TR T T
57.0 11.80 12.00 12.20 12.40
m/z 41.10 29.12%
85.0
5000
29.0 13 0
| L | [ ) 410160.0197.0225.0253.0 _296.0 .
— b — B i e R e e N
m/z--> 50 100 150 200 250 300 350 11.80 12.00 12.20 12.40

8270-BF102318.M Wed Nov 07 16:02:06 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110530.D

Aca On : 6 Nov 2018 22:07

Operator : JU/SJ

Sample : J5764-05 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 11 4b,8-Dimethyl-2-isopropylph... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.42 4.29 ng 104866 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4b.8-Dimethvl-2-isopropviphenant... 256 C19H28 1000197-14-1 91
2 Pvrazol-4-amine. 1-(3.4-dichloro... 241 C10H9CI2N3 1000273-77-4 49
3 s-Indacen-1(2H)-one. 3.5.6.7-tet... 256 C18H240 038754-94-8 42
4 Naphthalene. 6-ethvl-1.2.3.4-tet... 256 C19H28 301643-35-6 38
5 3,4-Dihydro-3,3-dimethyl-1,9(2H, ... 241 C15H15NO2 1000212-95-2 30
Abundance Scan 1757 (12.421 min): BF110530.D (-1754) (-) m/z 159.10 100.00%
159.1
241.2
5000 185.1
117.0
410 ooy 910 21?2 | 12.20 12.40 12.60 12.80
NUSHS FOSENDF VIBEN NS m/z 241.20 66.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107705: 4b,8-Dimethyl-2-isopropylphenanthrene, 4b,5,6,7,8...
241.0
159.0
5000
12.20 12.40 12.60 12.80
185.0 m/z 185.10 40.63%
430 g9 010 1290 213.0
....,....,'....,....,....,...‘.,.‘.I'.'.l"l.'..'.' SYPRSNSN BNIVABNR NSRBI NS M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94614: Pyrazol-4-amine, 1-(3,4-dichlorobenzyl)-
159.0
241.0 12.20 12.40 12.60 12.80
5000 m/z 117.00 23.15%
89.0 125.0
55.0 213.0
B PR O A ‘L CIN A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107691: s-Indacen-1(2H)-one, 3,5,6,7-tetrahydro-3,3,4,5,5...
241.0 12.20 12.40 12.60 12.80
m/z 143.05 21.62%
5000
185.0
230,510 71 SLO 1150 101050 | om0 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.20 12.40 12.60 12.80

8270-BF102318.M Wed Nov 07 16:02:07 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110530.D

Aca On : 6 Nov 2018 22:07

Operator : JU/SJ

Sample : J5764-05 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 12 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.56 326.39 ng 7986380 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
2 10.13-0Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
Abundance Scan 1781 (12.563 min): BF110530.D (-1774) (-) m/z 67.05 100.00%
67.0
41.1
5000
12301501 o o, 2632 pags | 1220 1240 1260 160
e m/z 81.05 88.70%
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)-
41.0 67.0
5000 AR LA AR AR B
12.20 12.40 12,60 12.80
m/z 55.05 83.89%
123.0 149.0
i, 1L 178.0 262.0 294.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester

67.0

12.20 12.40 12.60 12.80
m/z 95.05  65.24%

5000

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

Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- R e RAREE R
410 67.0 12.20 12.40 12.60 12.80
m/z 41.10 63.31%
5000 95.0
123.0 150 o 294.0
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

8270-BF102318.M Wed Nov 07 16:02:07 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110530.D

Aca On : 6 Nov 2018 22:07

Operator : JU/SJ

Sample : J5764-05 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 13 11-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.57 168.54 ng 4124090 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 99
2 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 99
3 cis-13-0Octadecenoic acid. methvl... 296 C19H3602 1000333-58-3 99
4 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 99
5 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 99
Abundance Scan 1782 (12.568 min): BF110530.D (-1782) (-)
50

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141313: 11-Octadecenoic acid, methyl ester, (2)-

5000

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141309: 9-Octadecenoic acid, methyl ester, (E)-

5000

29.0
264.0

137.0 180.0 2220 296.0

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141299: cis-13-Octadecenoic acid, methyl ester

5000

264.0
138.0 180.0 222.0

29.0 296.0

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300




