LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117369.D

Aca On : 10 Oct 2019 19:22

Operator :© JU

Sample : K5145-01 2X

Misc :

ALS Vial : 11 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-BF091319.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 5.416 563 566 590 rBV 192987 306140 6.62% 1.945%
2 6.440 737 740 759 rBV 235627 359370 7.77% 2.283%
3 6.569 759 762 774 rVV 378130 369797 8.00% 2.350%
4 6.792 797 800 813 rBV 242081 242017 5.24% 1.538%
5 6.951 823 827 842 rBV 278773 286013 6.19% 1.817%
6 7.357 893 896 913 rBV 125628 203156 4 _.39% 1.291%
7 8.075 1015 1018 1032 rVB 253516 297165 6.43% 1.888%
8 9.151 1197 1201 1210 rBV 389219 412501 8.92% 2.621%
9 9.545 1264 1268 1271 rBvV2 51978 65121 1.41% 0.414%
10 9.757 1302 1304 1309 rVB 64572 54275 1.17% 0.345%

11 9.828 1313 1316 1326 rVV 387055 361766 7.83% 2.299%
12 10.257 1386 1389 1392 rVB 94205 66818 1.45% 0.425%
13 10.622 1448 1451 1458 rBV 186478 187135 4._05% 1.189%
14 10.727 1466 1469 1480 rBV 99898 121558 2.63% 0.772%

15 11.175 1542 1545 1548 rBV 87557 76287 1.65% 0.485%
16 11.316 1566 1569 1580 rBV 312750 347468 7.52% 2.208%
17 11.604 1615 1618 1620 rBV 77681 67921 1.47% 0.432%
18 11.704 1631 1635 1638 rBV 1499601 1262966 27.32% 8.025%
19 11.845 1654 1659 1665 rBV3 43753 59267 1.28% 0.377%
20 12.010 1683 1687 1692 rVB 61099 61441 1.33% 0.390%

21 12.398 1747 1753 1754 rBV 2659702 2948054 63.77% 18.732%
22 12.422 1754 1757 1762 rVB 4823923 4622756 100.00% 29.373%
23 12.492 1766 1769 1773 rVB 492026 432341 9.35% 2.747%
24 12.533 1773 1776 1777 rBV 89442 72126 1.56% 0.458%
25 12.727 1805 1809 1812 rBV2 63693 65443 1.42% 0.416%

26 12.763 1812 1815 1822 rVB2 114453 135513 2.93% 0.861%
27 12.898 1834 1838 1842 rBV 332870 280970 6.08% 1.785%
28 13.139 1874 1879 1886 rVB3 113280 162024 3.50% 1.029%

29 13.216 1890 1892 1896 rVB 86262 72072 1.56% 0.458%
30 13.886 2003 2006 2012 rBV 90370 91386 1.98% 0.581%
31 13.963 2013 2019 2022 rBV2 288739 344881 7.46% 2.191%
32 14.110 2040 2044 2051 rBV5 32284 53391 1.15% 0.339%
33 14.410 2092 2095 2099 rBv4 59584 78522 1.70% 0.499%
34 14.504 2108 2111 2114 rVB 52348 46558 1.01% 0.296%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117369.D

Aca On : 10 Oct 2019 19:22

Operator :© JU

Sample : K5145-01 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF091319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.827 2161 2166 2175 rBV 116069 189761 4._.10% 1.206%

36 14.998 2191 2195 2198 rBV 77284 108535 2.35% 0.690%
37 15.292 2242 2245 2249 rVB 50658 61625 1.33% 0.392%
38 15.357 2252 2256 2261 rBV 74622 105219 2.28% 0.669%
39 15.415 2261 2266 2270 rBV 223110 317481 6.87% 2.017%

40 15.827 2332 2336 2340 rBV 43672 59553 1.29% 0.378%

41 16.310 2414 2418 2424 rVB4 37606 63818 1.38% 0.405%

42 16.874 2509 2514 2522 rVB3 50471 101995 2.21% 0.648%

43 17.315 2584 2589 2599 rVB2 24267 61582 1.33% 0.391%

44 17.551 2623 2629 2637 rVB9 24873 54458 1.18% 0.346%
Sum of corrected areas: 15738246
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\

BF117369.D

10 Oct 2019 19:22

Ju

K5145-01 2X

11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF091319.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\BF101019\
Data File : BF117369.D

Aca On : 10 Oct 2019 19:22

Operator :© JU

Sample : K5145-01 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 unknown6.57 Concentration Rank 4

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

6.57 30.56 ng 369797 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 12
3 Xenon 132 Xe 007440-63-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 762 (6.569 min): BF117369.D (-759) (-) m/z 132.00 100.00%
32
5000 68
96
4 54 o || B g 104 6.20 6.40 6.60 6.80 7.00
Obrrprrrr e e b e bbb e et e m/z 68.10 40.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
5000 AR RS SRR
6.20 6.40 6.60 6.80 7.00
104 m/z 134.00 32.51%
oL 14 27 37 44 51 58 6 77 g9 97 | wus
e 1 3 a0 e e Te e e 16 11 130 130 1k
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 26.61%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14560: Xenon
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.19%
5000
66
0"P'“I”'W'“W'“'P'”I”hh'“'P'”l“”l“'W'”'&%ﬁ 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:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117369.D

Aca On : 10 Oct 2019 19:22

Operator :© JU

Sample : K5145-01 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Sulfurous acid, 2-propyl te... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.26 3.69 ng 66818 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 86
2 Hexadecane 226 C16H34 000544-76-3 80
3 Decane. 2.4.6-trimethvl- 184 C13H28 062108-27-4 78
4 Heneicosane 296 C21H44 000629-94-7 78
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 72
Abundance Scan 1390 (10.263 min): BF117369.D (-1386) (-) m/z 57.00 100.00%
87 71
43
5000
10,00 10.20 10.40 10.60
o] RN - m/z 71.10 91.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #161094: Sulfurous acid, 2-propyl tetradecy! ester
43
57
71
5000 LI SN UL SN SR
10.00 10.20 10.40 10.60
m/z 43.05 66 .28%
0 2010 9113127141 155168 197 231 261
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57
10.00 10.20 10.40 10.60
5000 1 m/z 85.05 63.57%
85
29
o 99113127141155169183197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48885: Decane, 2,4,6-trimethyl-
43 10.00 10.20 10.40 10.60
57 m/z 41.00 37 .14%
5000 71 g
Lol le 2
m/z--> 20 4'0 60 8|0 1(')0 120 140 160 180 200 220 240 260 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117369.D

Aca On : 10 Oct 2019 19:22

Operator :© JU

Sample : K5145-01 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Dodecane, l1l-iodo- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.73 7.00 ng 121558 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 1-iodo- 296 C12H25l1 004292-19-7 80
2 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 78
3 Decane. 2.3.6-trimethvl- 184 C13H28 062238-12-4 78
4 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 72
5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 1469 (10.727 min): BF117369.D (-1466) (-) m/z 57.05 100.00%
71
43
85
5000
® 3 10,40 10.60 10.80 11.00
127 : : : :
ol il 240 195 169 183 | "wsz 71.05  84.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #140552: Dodecane, 1-iodo-
71
5000 43 85 RN B UGS
10.40 10.60 10.80 11.00
- 99 m/z 43.05 69.91%
N 0o 13 127 149 13° 169 153 197
m/z--> 20 40 éo 85 160 150 150 1é0 1é0 260
Abundance
57
43 ISRV A BN UL
71 10.40 10.60 10.80 11.00
5000 g5 m/z 85.10 56.57%
29 141
. %9 113 169
m/z--> 25 Jo éo 85 160 150 150 1é0 1é0 260
Abundance #48886: Decane, 2,3,6-trimethyl- S T T T T
4 57 10.40 10.60 10.80 11.00
- m/z 41.05 37.56%
5000 85
29 99 141
0 II"""I“"'H‘I"“*'I‘l""“I'EI-:!-Z'I]-??''N"]'-S'SI""I""II AR AL A A
m/z--> 20 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117369.D

Aca On : 10 Oct 2019 19:22

Operator :© JU

Sample : K5145-01 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.17 4.39 ng 76287 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Octadecane 254 C18H38 000593-45-3 90
4 Decane. 2.3.6-trimethvl- 184 C13H28 062238-12-4 86
5 Hexacosane 366 C26H54 000630-01-3 86
Abundance Scan 1544 (11.169 min): BF117369.D (-1542) (-) m/z 57.10 100.00%
g7
43 1
5000
10.80 11.00 1120 11.40
O e L S m/z 71.10 73.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane
57
43 71
85
5000 LA AR SR B R B
10,80 11.00 11.20 11.40
29 99 m/z 43.00 70.22%
. 13127141155169 183197211 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 NN UL BRI UL
71 10.80 11.00 11.20 11.40
5000 85 m/z 85.10 48.24%
29
oL 15 99 113127141155169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105885: Octadecane R B e
57 10.80 11.00 11.20 11.40
43 - m/z 41.05 30.63%
5000 85
29 ‘ 9113
o | Lo 4T 127141155169183197211225239254
IIII""I""I""I""I""I""IIIII GBI SRR SRR SR AR AL AL A A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10,80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117369.D

Aca On : 10 Oct 2019 19:22

Operator :© JU

Sample : K5145-01 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Hexacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.60 3.91 ng 67921 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Hexadecane 226 C16H34 000544-76-3 80
4 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 78
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 72
Abundance Scan 1617 (11.598 min): BF117369.D (-1615) (-) m/z 57.05 100.00%
57
85
5000
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
113]131 169189 11.20 11.40 11.60 11.80 12.00
ob—— A m/z 71.05 80.74%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 ORI DR SURBULA SO
1120 11.40 11,60 11.80 12.00
29 m/z 43.05 68.95%
0 || I I 1:AII-3I 1‘-11 " 169 197 24}0
m/z--> 50 100 150 200 250 300 350
Abundance
57
11.20 11.40 11.60 11.80 12.00
5000 85 m/z 85.05 58.64%
. 29 13 141 160 107 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane e T e
57 11.20 11.40 11.60 11.80 12.00
m/z 41.00 32.93%
5000 85
29
ol Ll |} M8 141 160 197 226
m/z--> 50 100 1éo 200 250 300 350 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117369.D

Aca On : 10 Oct 2019 19:22

Operator :© JU

Sample : K5145-01 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Pentadecanoic acid, 14-meth... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.70 72.70 ng 1262970 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 97
2 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 97
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
4 Dodecanoic acid. methvl ester 214 C13H2602 000111-82-0 87
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 87
Abundance Scan 1634 (11.698 min): BF117369.D (-1631) (-) m/z 74.00 100.00%
7
87
5000
43
143 e
101 129 171185 227 11.40 11.60 11.80 12.00
0 ...,....,|...T|',.-.|'.. b M| 1071100519921 241 210 | Tm/z 87.00 69.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
2
87
5000 43 L UL B B SULE
11,40 11.60 11.80 12.00
m/z 43.05 27 .84%
0 | m, I %011151291?3157171185199213227241 270
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260
Abundance
74
87
11.40 11.60 11.80 12.00
5000 m/z 55.00 23.78%
43
57 143
oLs 29 101115129 | 157171185199213%% 241 270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107593: Pentadecanoic acid, methyl ester
74 11.40 11.60 11.80 12.00
87 m/z 41.10 22.08%
5000
43 - 143
ol1s % “ |, 191115129 1571711851992132 7 256
m/z--> 2'0 4'0 6|0 8|0 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117369.D

Aca On : 10 Oct 2019 19:22

Operator :© JU

Sample : K5145-01 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Decanoic acid, silver(1+) salt Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
11.85 3.41 ng 59267 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decanoic acid. silver(1+) salt 278 C10H19A002 013126-67-5 52
2 Dodecanoic acid 200 C12H2402 000143-07-7 52
3 n-Decanoic acid 172 C10H2002 000334-48-5 47
4 Lactose 342 C12H22011 000063-42-3 43
5 1-Octadecanesulphonyl chloride 352 C18H37CI102S 1000342-70-4 11

Abundance Scan 1660 (11.851 min): BF117369.D (-1654) (-) m/z 73.00 100.00%
7
43
192
5000 129
96
|“ ‘ | 1Tl| 11.60 11.80 12.00 12.20
ol e ua - | m/z 60.00 86.74%
m/z--> 50 100 150 200 250 300 350
Abundance #125286: Decanoic acid, silver(1+) salt
7
43 155
2000 129 11,60 11.80 12.00 12.20
98 m/z 43.00 64 .86%
0 gl Lo 217 279 330 387
m/z--> 50 100 150 200 250 300 350 '
Abundance
73
11.60 11.80 12.00 12.20
5000 43 129 m/z 192.05 57.21%
157
101 200
L L L L WL L WL B B
m/z--> 50 100 150 200 250 300 350
Abundance #39469: n-Decanoic acid s e
60 11.60 11.80 12.00 12.20
m/z 41.00 55.86%
5000 41
129
87
172
0,15}1,1,'l,i,}qm”;fs:fmllm e
m/z--> 50 100 150 200 250 300 350 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117369.D

Aca On : 10 Oct 2019 19:22

Operator :© JU

Sample : K5145-01 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Tridecane, 3-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.01 3.54 ng 61441 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 3-methvl- 198 C14H30 006418-41-3 80
2 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 72
3 Dodecane. l1l-iodo- 296 C12H251 004292-19-7 72
4 Heptacosane 380 C27H56 000593-49-7 64
5 Heptadecane 240 C17H36 000629-78-7 64
Abundance Scan 1687 (12.010 min): BF117369.D (-1683) (-) m/z 57.10 100.00%
5 71
43
85
5000
99
113 127 11.60 11.80 12.00 12.20 12.40
141 155 169
0 it e e || M/Z 71.05  82.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59890: Tridecane, 3-methyl-
57
43
5000 kA
71 11.60 11.80 12.00 12.20 12.40
29 g5 m/z 43.05 68.74%
o . 9 113 127 140 155 %9 183 198
m/z--> 20 40 éo 80 160 150 140 160 180 200
Abundance
57
43
71 g5 11.60 11.80 12.00 12.20 12.40
5000 m/z 85.10 57 .54%
29 113
99
R L L W UL L B WL WL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #140552: Dodecane, 1-iodo-
57 11.60 11.80 12.00 12.20 12.40
71 m/z 41.00 35.89%
5000 43 85
29 99
m/z--> 20 40 6|O 8|0 100 120 140 1('30 180 200 11.60 11.80 12.00 12.20 12.40

8270-BF091319.M Fri Oct 11 13:40:45 2019

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117369.D

Aca On : 10 Oct 2019 19:22

Operator :© JU

Sample : K5145-01 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 9,12-Octadecadienoic acid (... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.40 169.69 ng 2948050 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-0Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
2 9.12-Octadecadienoic acid. methyv... 294 C19H3402 002566-97-4 99
3 10.13-0Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 98
4 11.l14-Octadecadienoic acid. meth... 294 C19H3402 056554-61-1 98
5 9,12-0Octadecadienoic acid (Z,2)- 280 C18H3202 000060-33-3 94

Abundance Scan 1753 (12.398 min): BF117369.D (-1747) (-) m/z 67.05 100.00%

67

5000
135150 12.00 12:20 12.40 12.60 12.80
178 220 263 294
ol 2052 2 m/z 81.05 87.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
a7

12,00 12.20 12.40 12.60 12.80
m/z 95.05 58.65%

5000

263 294

178 196 220 237

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41 67
R o S L
12.00 12.20 12.40 12.60 12.80
5000 82 m/z 55.05 56.30%

109
o 135150 473 262 294

mmﬂ?‘mﬁwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester R e e
12.00 12.20 12.40 12.60 12.80

m/z 41.05 45_86%

5000

I
12.00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117369.D

Aca On : 10 Oct 2019 19:22

Operator :© JU

Sample : K5145-01 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 8-Octadecenoic acid, methyl... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.42 266.08 ng 4622760  Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 8-Octadecenoic acid. methvl ester 296 C19H3602
2 cis-13-Octadecenoic acid. methvl... 296 C19H3602
3 9-Octadecenoic acid (2)-. methvl... 296 C19H3602
4 9-Octadecenoic acid. methvl este... 296 C19H3602
5 7-Octadecenoic acid, methyl ester 296 C19H3602

002345-29-1 99
1000333-58-3 95
000112-62-9 95
001937-62-8 91
057396-98-2 86

Abundance Scan 1757 (12.422 min): BF117369.D (-1754) (-)
5000
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141273: 8-Octadecenoic acid, methyl ester
74
5000
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
5000 4 g7
264
123
180 222
15 % 138153 207" 246 | 279296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141300: 9-Octadecenoic acid (2)-, methyl ester
5000
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

m/z 55.10 100.00%

A
LI

12.20 12.40 12.60 12.80

m/z 69.10 76.87%

12.20 12.40 12.60 12.80

m/z 74.00 69 .36%

12.20 12.40 12.60 12.80

m/z 41.10 66 .64%

12.20 12.40 12.60 12.80

m/z 83.10 59.13%

12.20 12.40 12.60 12.80

8270-BF091319.M Fri Oct 11 13:40:47 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117369.D

Aca On : 10 Oct 2019 19:22

Operator :© JU

Sample : K5145-01 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 cis-10-Heptadecenoic acid, ... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.14 9.40 ng 162024 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-10-Heptadecenoic acid. methy... 282 C18H3402 1000333-62-1 91
2 Methvl 9-heptadecenoate or 9-17:1 282 C18H3402 1000336-38-0 90
3 Methvyl 13-eicosenoate 324 C21H4002 1000336-48-4 83
4 Cvclopropaneoctanoic acid. 2-hex... 282 C18H3402 010152-61-1 76
5 9-Octadecenoic acid (2)-, methyl... 296 C19H3602 000112-62-9 70
Abundance Scan 1879 (13.139 min): BF117369.D (-1874) (-) m/z 55.00 100.00%

5000

12.80 13.00 13.20 13.40
m/z 69.05  71.99%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129385: cis-10-Heptadecenoic acid, methyl ester

12.I80 13.IOO 13!20 13.I40
m/z 41.05 61.20%

5000

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55
e
12.80 13.00 13.20 13.40
5000 74 m/z 83.00 61.01%
97
250
123139 166195 208 o3 | 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164499: Methy| 13-eicosenoate e o A REREE R
55 12.80 13.00 13.20 13.40
m/z 74.00 60.88%
5000

138 166 185 208225 250 274

Olrrrprrrrprredb
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117369.D

Aca On : 10 Oct 2019 19:22

Operator :© JU

Sample : K5145-01 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Eicosanoic acid, methyl ester Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.22 4.18 ng 72072 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 93
2 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 87
3 Methvl stearate 298 C19H3802 000112-61-8 87
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 86
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 86
Abundance Scan 1893 (13.221 min): BF117369.D (-1890) (-) m/z 73.95 100.00%

5000

178 199218 241 28355, 326 13.00 13.20 13.40 13.60

o} m/z 86.95 79.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166218: Eicosanoic acid, methyl ester
4
43
5000
13.00 13.20 13.40 13.60
143 26 m/z 55.00 31.82%
o 15 171 199 227 255 283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
74
s AR e S
13.00 13.20 13.40 13.60
5000 m/z 43.00 31.61%
43
143
312
oL15 9 115 171 199 227 269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #143126: Methy! stearate A L R REmms e
74 13.00 13.20 13.40 13.60
m/z 143.10 25.12%
5000
43
143 208
97 199 255
s U Ts | 10 B
T [ T T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117369.D

Aca On : 10 Oct 2019 19:22

Operator :© JU

Sample : K5145-01 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 14 Docosanoic acid, methyl ester Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.89 5.30 ng 91386 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 96
2 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 90
3 Octadecanoic acid. 10-methvl-. m... 312 C20H4002 002490-19-9 90
4 Methvl stearate 298 C19H3802 000112-61-8 87
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 86

Abundance Scan 2007 (13.892 min): BF117369.D (-2003) (-) m/z 74.00 100.00%
5000 43
IIIIIIIIIIIIIIIAIIII
13.60 13.80 14.00 14.20
0 m/z 87.00 88.46%
m/z--> 50 100 150 200 250 300 350
Abundance #186933: Docosanoic acid, methyl ester
74
43
5000
13.60 13.80 14.00 14.20
m/z 143.10 37.66%
97 143 354
o2 MELR | 171 199 227 255 g3 311
m/z--> 50 100 150 260 250 360 3éo
Abundance
74
13.60 13.80 14.00 14.20
5000 m/z 43.00 36.99%
43
143 312
oL15 97115 171 199 227 251289
m/z--> 55 160 150 260 250 360 3%0
Abundance #154976: Octadecanoic acid, 10-methyl-, methyl ester I EAmEmEEE RS
74 13.60 13.80 14.00 14.20
m/z 55.00 30.61%
3
5000 143
312
‘ \ 167 199 269
0..‘.‘.“." mﬂm \F “I‘I‘||22|7|247|L|H2|9‘:'|t||||I e
m/z--> 50 150 200 250 300 350 13. 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117369.D

Aca On : 10 Oct 2019 19:22

Operator :© JU

Sample : K5145-01 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 16 9-Azabicyclo[6.1.0]non-4-en... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.83 11.95 ng 189761 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 9-Azabicvclol6.1.0Tnon-4-en-9-am. ..
2 N.N-Dimethvl-2-tert-butoxvethvla...
3 Tetradonium Bromide

4 N.N-Dimethvl-2-cvclohexvloxvethyv. ..
5 3(N,N-Dimethylmyristylammonio)pr...

138 C8H14N2
145 C8H19NO
335 C17H38BrN
171 C10H21NO
363 C19H41NO3S

066387-78-8 76
071126-61-9 64
001119-97-7 64
071126-60-8 64
014933-09-6 64

Abundance Scan 2166 (14.827 min): BF117369.D (-2161) (-) m/z 58.10 100.00%
58
5000 k
84 112 134 157 99 366 1460 14.80 15.00 15.20
ol 2R a2 184 0 187 2af 248267 m/z 72.00  8.97%
m/z--> 50 100 150 200 250 300 350
Abundance #17473: 9-Azabicyclo[6.1.0]non-4-en-9-amine, (1.alpha.,4Z,...
58
79
5000
138 14.60 14.80 15.00 15.20
7 m/z 157.10 6.55%
120
I -
m/z--> 50 100 150 200 250 300 350
Abundance
58
14.60 14.80 15.00 15.20
5000 m/z 55.05 5.61%
30 88 145
o=
m/z--> 50 100 150 200 250 300 350
Abundance #173125: Tetradonium Bromide S I R i
58 14.60 14.80 15.00 15.20
m/z 41.00 5.58%
5000
15 39 | 84 110 135 241
—— T T T L B
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117369.D

Aca On : 10 Oct 2019 19:22

Operator :© JU

Sample : K5145-01 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 18 10-Methylnonadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.83 3.75 ng 59553 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-MethvIlnonadecane 282 C20H42 056862-62-5 64
2 Eicosane 282 C20H42 000112-95-8 64
3 5-Ethvl-5-methvInonadecane 310 C22H46 1000360-42-7 53
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 53
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 53

Abundance Scan 2336 (15.827 min): BF117369.D (-2332) (-) m/z 57.10 100.00%

57 71

5000

15.60 15.80 16.00 16.20
m/z 71.05 85.89%

113157141 159 183

21 225939253 272
01

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

Abundance #129494: 10-Methylnonadecane

57

43 | 71

15,60 15.80 16.00 16.20
m/z 85.10 68.06%

5000

04
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
e
n 15.60 15.80 16.00 16.20
5000 85 m/z 43.05 65.50%
29
99
. 113127141155169183197211225239253267 282
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #153231: 5-Ethyl-5-methylnonadecane R mEEEE RS S
57 15.60 15.80 16.00 16.20
n m/z 99.10 29.94%
43
5000 85
113
99
0 ‘ “\ H\ M I ‘ 127141155169183197211225 25\3 28\1295
UNNMES M NP S NP S ML
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117369.D

Aca On : 10 Oct 2019 19:22

Operator :© JU

Sample : K5145-01 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 19 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.31 4.02 ng 63818 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 64
2 Pentacosane 352 C25H52 000629-99-2 64
3 Octacosane 394 C28H58 000630-02-4 59
4 Heneicosane 296 C21H44 000629-94-7 59
5 Hexacosane 366 C26H54 000630-01-3 58

Abundance Scan 2418 (16.310 min): BF117369.D (-2414) (-) m/z 57.00 100.00%

5000
127 155176 15 245 278 16.00 16.20 16.40 16.60
0! m/z 71.10 90.24%
miz--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LA L L L L L LB L |
16.00 16.20 16.40 16.60
m/z 85.10 52.73%
L || L 1141 169 197 225 253 282
S , e
miz--> 50 100 150 200 250 300 350
Abundance
57
M
16.00 16.20 16.40 16.60
5000 a5 m/z 43.05 45_81%
113
L2 141 169199211 239 267 205 323 352
= = SRR LA St ENL LA L
miz--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane e A RERREEEES
57 16.00 16.20 16.40 16.60
m/z 99.10 26.89%
5000 85
29 113 (141
0 ey ﬂ ‘169 197 225 253 281 309 337 365 394
...,... - e LG LA s
miz--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101019\
Data File : BF117369.D

Acq On : 10 Oct 2019 19:22

Operator : JU

Sample : K5145-01 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091319_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 .57 6.57 30.6 ng 369797 1 6.79 242017 20.0
Sulfurous acid, 2... 10.26 3.7 ng 66818 3 9.83 361766 20.0
Dodecane, 1-iodo- 10.73 7.0 ng 121558 4 11.32 347468 20.0
Heptadecane 11.17 4.4 ng 76287 4 11.32 347468 20.0
Hexacosane 11.60 3.9 ng 67921 4 11.32 347468 20.0
Pentadecanoic aci... 11.70 72.7 ng 1262970 4 11.32 347468 20.0
Decanoic acid, si... 11.85 3.4 ng 59267 4 11.32 347468 20.0
Tridecane, 3-methyl- 12.01 3.5 ng 61441 4 11.32 347468 20.0
9,12-Octadecadien... 12.40 169.7 ng 2948050 4 11.32 347468 20.0
8-Octadecenoic ac... 12.42 266.1 ng 4622760 4 11.32 347468 20.0
cis-10-Heptadecen... 13.14 9.4 ng 162024 5 13.96 344881 20.0
Eicosanoic acid, ... 13.22 4.2 ng 72072 5 13.96 344881 20.0
Docosanoic acid, ... 13.89 5.3 ng 91386 5 13.96 344881 20.0
9-Azabicyclo[6-1.... 14.83 11.9 ng 189761 6 15.42 317481 20.0
10-Methylnonadecane 15.83 3.8 ng 59553 6 15.42 317481 20.0
Eicosane 16.31 4.0 ng 63818 6 15.42 317481 20.0
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