LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF090617\

Data File : BF098285.D

Aca On : 6 Sep 2017 21:06 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22'6 : 15093-01 AU-06-090117-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-BF081517.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 4.875 471 474 484 rVB 113907 145980 1.01% 0.300%
2 5.304 542 547 550 rBVY 1849899 1764090 12.22% 3.625%
3 6.340 719 723 726 rBVY 1803838 1811874 12.55% 3.723%
4 6.469 740 745 748 rBY 1955252 1758069 12.18% 3.613%
5 6.698 780 784 787 rBV 721269 650627 4_.51% 1.337%
6 6.851 806 810 813 rBVY 1612562 1362243 9.44% 2.799%
7 7.263 875 880 883 rBVY 1239178 1064580 7.37% 2.188%
8 7.981 996 1002 1005 rBV 919131 825333 5.72% 1.696%
9 9.057 1180 1185 1188 rBV 1958449 1699629 11.77% 3.493%
10 9.322 1226 1230 1234 rBv2 195101 180733 1.25% 0.371%

11 9.733 1293 1300 1303 rBV 740280 738205 5.11% 1.517%
12 10.169 1370 1374 1376 rVB 180324 168324 1.17% 0.346%
13 10.516 1428 1433 1437 rBV 813144 777735 5.39% 1.598%
14 10.639 1451 1454 1462 rBV 256573 334378 2.32% 0.687%
15 11.086 1526 1530 1532 rBV 221934 178632 1.24% 0.367%

16 11.210 1548 1551 1554 rBV 673699 589467 4.08% 1.211%
17 11.627 1615 1622 1625 rBV 4951719 6282709 43.52% 12.911%
18 11.916 1665 1671 1681 rBV3 152383 278110 1.93% 0.572%
19 12.327 1732 1741 1743 rBV2 5280464 14436823 100.00% 29.667%
20 12.416 1752 1756 1759 rVB 3925875 3719691 25.77% 7.644%

21 12.486 1765 1768 1772 rBV2 132715 190851 1.32% 0.392%
22 12.639 1790 1794 1799 rBV3 458440 589462 4.08% 1.211%
23 12.686 1799 1802 1808 rVB3 127055 195872 1.36% 0.403%
24 12.804 1816 1822 1825 rBV 1561423 1486813 10.30% 3.055%
25 12.845 1826 1829 1831 rBV3 128337 152472 1.06% 0.313%

26 12.986 1847 1853 1858 rVB4 383233 841749 5.83% 1.730%
27 13.033 1858 1861 1862 rVV 239286 204131 1.41% 0.419%
28 13.051 1862 1864 1871 rVB 357514 330829 2.29% 0.680%
29 13.127 1874 1877 1880 rBV 594599 582303 4._.03% 1.197%
30 13.151 1880 1881 1886 rVv4 177665 154513 1.07% 0.318%

31 13.192 1886 1888 1893 rVVv2 178355 198174 1.37% 0.407%
32 13.286 1902 1904 1908 rVB2 243874 272730 1.89% 0.560%
33 13.557 1945 1950 1954 rVB2 600766 876195 6.07% 1.801%
34 13.698 1971 1974 1984 rVB 243096 343746 2.38% 0.706%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\

Data File : BF098285.D

Aca On : 6 Sep 2017 21:06

Operator : SJ/JU

3?22'6 i 15093-01 AU-06-090117-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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF081517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.798 1987 1991 1994 rVB 585254 544149 3.77% 1.118%

36 13.851 1996 2000 2003 rBV 767568 711138 4._.93% 1.461%
37 14.321 2077 2080 2084 rBV 209040 210207 1.46% 0.432%
38 14.415 2093 2096 2101 rBV 222082 231253 1.60% 0.475%
39 14.615 2128 2130 2133 rBV 223431 204343 1.42% 0.420%
40 14.933 2181 2184 2192 rVB 274990 289413 2.00% 0.595%

41 15.262 2236 2240 2242 rBVY 374853 463238 3.21% 0.952%
42 15.286 2242 2244 2248 rVB 233338 224076 1.55% 0.460%

43 15.686 2309 2312 2317 rBVY 211058 280698 1.94% 0.577%
44 16.151 2388 2391 2402 rVB 173625 317017 2.20% 0.651%

Sum of corrected areas: 48662604
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF090617\
BF098285.D
6 Sep 2017 21:06
SJ/JU
15093-01

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

AU-06-090117-A

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF098285.D

5.30

0
Time-->

A
LI B B B B B L B |

T
5.00

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF098285.D

9.06

10.52

9.73 11.21

9.32

11.92

2.42

12.80

O
Time-->

10.00 10.50 11.00 11.50

9.50

10.17 J 10.64 11.0%
0
I I I

12.00

12.50

13.00

Abundance

5000000

4000000

3000000

2000000

1000000

1338
7

TIC: BF098285.D

Lgpaade 1493 B 1569 16.15

Time-->

14.00

17.50

16.50 17.00

16.00

15.00 15.50

14.50

18.00

18.50

19.00

8270-BF081517.
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\

Data File : BF098285.D

Aca On : 6 Sep 2017 21:06

Operator : SJ/JU

ﬁ?ggle i 15093-01 AU-06-090117-A
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.47 Concentration Rank 4

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

6.47 54.04 ng 1758070 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 745 (6.469 min): BF098285.D (-740) (-) m/z 132.00 100.00%
13%.0
5000 68.1
96.0 IREBE ARSI S
40.1 540 J 6.20 6.40 6.60 6.80
4820 | 80 m/z 68.10 43.70%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony!
57.0 132.0
74.0
5000 9go 1160 R RS A AL R
6.20 6.40 6.60 6.80
m/z 134.00 32.73%
IR aman e R I‘I\I\I\ : ""Ml : Iw‘l : Iw‘l“l |‘|“| : I‘\ - = |:|I-5|8|0| — |]|-8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
117.0 " 620 6.40 6.60 6.80
5000 m/z 66.10 26 .59%
91.0
39.0 65.0
mz-> 20 40 60 80 100 120 140 160 180 1
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methyl- I R R o o BARE
132.0 6.20 6.40 6.60 6.80
m/z 69.05 17.12%
5000
104.0
39.0 63.0 77.0
,...UV.N:.JN..W,.N..,m..ﬂ,..”.,....,....,.... S | U | S ——
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\

Data File : BF098285.D

Aca On : 6 Sep 2017 21:06

Operator : SJ/JU

ﬁ?ggle i 15093-01 AU-06-090117-A
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 9-methylheptadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.64 11.35 ng 334378 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-methvlheptadecane 254 C18H38 026741-18-4 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Tridecane, l-iodo- 310 C13H271 035599-77-0 87

Abundance Scan 1454 (10.639 min): BF098285.D (-1451) (-) m/z 57.05 100.00%

57.0

5000

10.40 10.60 10.80 11.00
m/z 71.10 74.43%

1131 1401 169.1 197.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105887: 9-methylheptadecane
57.0
85.0
5000 LN L B L L L L L L
140.0 10.40 10.60 10.80 11.00
m/z 43.05 67.37%
29.0 111 0
I ‘ | 1680 1960 _ 239.0
.”,””P.”P”.P”q.”w””,””..”.”..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
L e R
10.40 10.60 10.80 11.00
5000 m/z 85.05  49.45%
85.0
29.0

113.0 141.0 169.0 197.0 226.0
W@WTWWWWWW
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #141426: Heneicosane R A EaRas S
57.0 10.40 10.60 10.80 11.00
m/z 41.05 30.18%
85.0
5000
29.0 113.0
20 | ) 30 w0 1600 1970 2250 2530 2960
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.40 10. 60 10. 80 11. OO

8270-BF081517.M Thu Sep 07 15:49:00 2017 Page: 5



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\
Data File : BF098285.D

Aca On : 6 Sep 2017 21:06

Operator : SJ/JU

Sample : 15093-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Hexadecanoic acid, methyl e... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.63 213.17 ng 6282710 Phenanthrene-d10 11.21
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 93
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 83
5 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 80
Abundance Scan 1622 (11.627 min): BF098285.D (-1615) (-) m/z 74.10 100.00%
74.1
5000
43.1
143.1 297.2 IR SN U BN B
97.0 185.2 270.3 11.40 11.60 11.80 12.00
....,...|.|',..|~'.. '--.'..'-,..~.1.21..1..,|...1.6?.’f.. ngse Lo AR m/z 87.10  76.88%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74.0
5000 LRI S UM B B
43.0 11140 11.60 11.80 12.00
143.0 m/z 43.10 26 .46%
“H‘Mmo ‘ ﬂleoﬂm 270.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74.0
11,40 11.60 11.80 12.00
5000 43.0 m/z 55.10 22 .09%
97.01479 1430 1850 2270 270.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107596: Pentadecanoic acid, methy! ester I REEEEER
74.0 11.40 11.60 11.80 12.00
m/z 41.05 20.32%
5000
43.0
143.0
| H | 1010191074 rio A0 BE0
mz-> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 11,40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\
Data File : BF098285.D

Aca On : 6 Sep 2017 21:06

Operator : SJ/JU

Sample : 15093-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Dodecane, l1l-iodo- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.92 9.44 ng 278110 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 1-iodo- 296 C12H25l1 004292-19-7 80
2 Undecane 156 Cl11H24 001120-21-4 78
3 Heptacosane 380 C27H56 000593-49-7 74
4 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 72
5 Tetracosane 338 C24H50 000646-31-1 64
Abundance Scan 1672 (11.922 min): BF098285.D (-1665) (-) m/z 57.05 100.00%
57.0
5000
\] 9.1 11.60 11.80 12.00 12.20
137.1 : . : :
St w2092 2071 2482 Tnzz 71.10 82.92%
m/z--> 50 100 150 200 250 300 350
Abundance #140552: Dodecane, 1-iodo-
57.0
5000
11.60 11.80 12.00 12.20
m/z 43.10 64 .33%
270 ‘ 99.0 1550
..‘[‘.‘l“.‘l‘..|.‘.‘..|‘.‘..1.97|'0....|....|....|....
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
11.60 11.80 12.00 12.20
5000 m/z 85.10 55.00%
270 98.0 ;57 4156.0
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #202662: Heptacosane
57.0 11.60 11.80 12.00 12.20
m/z 41.05 28.69%
5000
99.0
ZﬁO{ | . 1410 183.0 2250 267.0 323.0 380.0
m/z--> 50 1(')0 1&'30 2(')0 251,0 300 3éo 11.60 11.80 12.'00 12.20 '
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\

Data File : BF098285.D

Aca On : 6 Sep 2017 21:06

Operator : SJ/JU

ﬁ?ggle i 15093-01 AU-06-090117-A
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 9,15-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.33 489.83 ng 14436800 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.15-Octadecadienoic acid. methy... 294 C19H3402 017309-05-6 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 98
3 Methvl 10-trans.l2-cis-octadecad... 294 C19H3402 1000336-44-2 98
4 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 97
5 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 96
Abundance Scan 1741 (12.327 min): BF098285.D (-1732) (-) m/z 67.10 100.00%

67.1

5000

—

2633 2943 12.00 12.20 12.40 12.60
m/z 81.10 89.81%

123.1 150.1

178.2199.1220.2

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
410 670
5000 950 LI lllllllllllll}l\llll

12. 00 12.20 12.40 12.60

‘ 294.0 m/z 95.05 61.97%
123.0 1500
b L 000 wrs0 200 2630 T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
410 67.0
R E s SESER VSRS
12.00 12.20 12.40 12.60
5000 95.0 m/z 55.05 60.26%
123.0 1490 41780 262.0  294.0

mﬁm—mﬁwﬁmﬁm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139709: Methyl 10-trans, 12-cis-octadecadienoate
.0

12.00 12.20 12.40 12.60
m/z 41.05 49.67%

5000
294.0

123.0 150.0

178.0 220.0 263.0

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\
Data File : BF098285.D

Aca On : 6 Sep 2017 21:06

Operator : SJ/JU

Sample : 15093-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Methyl stearate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.42 126.21 ng 3719690 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 97
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 94
3 Heptadecanoic acid. 15-methvl-. ... 298 C19H3802 054833-55-5 93
4 Heptadecanoic acid. 16-methvl-., ... 298 C19H3802 005129-61-3 91
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91
Abundance Scan 1757 (12.422 min): BF098285.D (-1752) (-) m/z 74.00 100.00%
74.0
5000
U s T 1992, 5 e s e 12
- 298.3 : : : :
0 ...,....,|...|:|',..|l..,':-...'-,'..1.??..1..,|....,1.7.1..1,....',-....2]2.?.? ...|:,.'.-..,....,.. m/z 87.00 74.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143129: Methy| stearate
74.0
5000 LR SN UL SULRUSN I
43.0 12:20 1240 12.60 12.80
143.0 298.0 m/z 43.05 24 .75%
‘\‘ | 0T 1710 199 7270 =
m/z--> ﬁo 45 60 85 100 120 140 160 180 200 220 240 260 280 360
Abundance
74.0
12.20 12.40 12.60 12.80
5000 m/z 143.10 20.00%

43.0

101.0 1430 .-, 51990 2420

mmmmmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143186: Heptadecanoic acid, 15-methyl-, methyl ester R s e ]
74.0 12.20 12.40 12.60 12.80

m/z 75.00 18.73%

5000 298.0

43.0
143.0

‘ ‘970 ‘ 199.0 255.0
I i f \‘\ Joatl s 1710, | 2270\ \ Al |

180 ‘

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-BF081517.M Thu Sep 07 15:49:02 2017

AU-06-090117-A
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\

Data File : BF098285.D

Aca On : 6 Sep 2017 21:06

Operator : SJ/JU

ﬁ?ggle i 15093-01 AU-06-090117-A
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 9,12-Octadecadienoic acid (... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.64 16.58 ng 589462 Chrysene-di12 13.85

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
2 Methyl 10-trans.l2-cis-octadecad... 294 C19H3402 1000336-44-2 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 91
4 9.11-Octadecadienoic acid. methv... 294 C19H3402 013038-47-6 90
5 7,10-Octadecadienoic acid, methy... 294 C19H3402 056554-24-6 90

Abundance Scan 1794 (12.639 min): BF098285.D (-1790) (-) m/z 67.05 100.00%

L

5000

2181 g3 294.3 1240 12,60 12.80 13.00
m/z 81.05 73.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139724: 9,12-Octadecadienoic acid (Z,2)-, methyl ester A

5000

12.40 12.60 12.80 13.00
123.0 1500 294.0 m/z 59.00 66.13%
17 :

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67.0
95.0 12.40 12.60 12.80 13.00
5000 m/z 95.10 49 _25%
294.0
123.0 150.0

178.0 220.0 263.0

mﬁmmmmmmfm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139729: 9,12-Octadecadienoic acid, methyl ester, (E,E)-

12.40 12.60 12.80 13.00
m/z 55.10 44.38%

5000

123.0 150.0 178.0 220.0 263.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00

8270-BF081517.M Thu Sep 07 15:49:02 2017 Page: 10



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\

Data File : BF098285.D

Aca On : 6 Sep 2017 21:06

Operator : SJ/JU

ﬁ?ggle i 15093-01 AU-06-090117-A
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Methyl 9.cis.,11l.trans.t,13... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.99 23.67 ng 841749 Chrysene-di12 13.85

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 9.cis..ll.trans.t.13.tran... 292 C19H3202 1000336-42-6 99
2 Methvyl 6-cis.9-cis.ll-trans-octa... 292 C19H3202 1000336-37-7 90
3 7-Propvlidene-bicvclol4.1.0lheptane 136 C10H16 082253-09-6 64
4 Cvclopropane. (R.R)-1-((2)-hex-1... 150 C11H18 077210-40-3 62
5 6,9,12-0Octadecatrienoic acid, me... 292 C19H3202 002676-41-7 58

Abundance Scan 1854 (12.992 min): BF098285.D (-1847) (-) m/z 79.05 100.00%

5000

3

12.60 12.80 13.00 13.20 13.40
m/z 93.05 87.29%

261.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #138094: Methyl 9.cis.,11.trans.t,13.trans.-octadecatrienoate

-

12!60 12.I80 13.IOO 13!20 13.I40
m/z 91.10 66.51%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

-

Abundance
79.0
12.60 12.80 13.00 13.20 13.40
5000 55.0 m/z 67.00 58.42%
105.0 292.0
135.0 175.0
222.0 249.0
WWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #15798: 7-Propylidene-bicyclo[4.1.0]heptane A ma e e
79.0 12.60 12.80 13.00 13.20 13.40
m/z 80.10 56.89%
121.0
5000
41.0
e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.60 12.80 13.00 13.20 13.40

8270-BF081517.M Thu Sep 07 15:49:03 2017 Page: 11



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\

Data File : BF098285.D

Aca On : 6 Sep 2017 21:06

Operator : SJ/JU

ﬁ?ggle i 15093-01 AU-06-090117-A
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 cis-13-Eicosenoic acid, met... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.05 9.30 ng 330829 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-13-Eicosenoic acid. methvl e... 324 C21H4002 1000333-52-1 93
2 11-Eicosenoic acid. methvl ester 324 C21H4002 003946-08-5 91
3 cis-11-Eicosenoic acid. methvl e... 324 C21H4002 1000333-63-8 91
4 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 90
5 cis-13-0ctadecenoic acid, methyl... 296 C19H3602 1000333-58-3 76
Abundance Scan 1864 (13.051 min): BF098285.D (-1862) (-) m/z 55.00 100.00%
5000
251 pspp 223 1280 1300 13,20 1340
m/z 69.10 67 .30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164512: cis-13-Eicosenoic acid, methyl ester
5000 LI BRI BUSLALN SN U
12.80 13.00 13. 20 13. 40
m/z 83.10 66.70%
29.0 1380 155, 2080 2500 324.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55.0
a0 12180 1300 1320 1340
5000 292.0 m/z 74.00 65.43%
1.0 250.0
137.0 166.0 208.0 : 324.0
Wmmmwﬁmmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164513: cis-11-Eicosenoic acid, methyl ester
12.80 13.00 13.20 13.40
m/z 97.10 53.33%
5000
37.0 1660 2080 250.0 324.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 "ié'éd ié dd ié éd ié id

8270-BF081517.M Thu Sep 07 15:49:04 2017

Page: 12



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\
Data File : BF098285.D

Aca On : 6 Sep 2017 21:06

Operator : SJ/JU

Sample : 15093-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Eicosanoic acid, methyl ester Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.13 16.38 ng 582303 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 97
2 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 95
3 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 90
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
5 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 87

Abundance Scan 1877 (13.127 min): BF098285.D (-1874) (-) m/z 74.00 100.00%
74.0
5000
43.0
143.1
185.1 283.3 12.80 13.00 13.20 13.40
2212 255.2 363 "7z 87.00 77.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166218: Eicosanoic acid, methyl ester
74.0
43.0 A,dM,A_nAJ
5000
12.80 13.00 13.20 13.40
143.0 6.0 m/z 43.05 32.57%
el LS, | 17101900 2270 2550 2830 ]
m/z--> 25 45 éo 80 100 120 140 160 180 200 220 240 260 280 300 350
Abundance
74.0
12:80 13.00 13.20 13.40
5000 m/z 75.00 23.18%
43.0
143.0 284.0
241.0
101.0 185.0 513 ¢
mmwmmm‘mmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131297: Heptadecanoic acid, methyl ester
74.0 12.80 13.00 13.20 13.40
m/z 55.10 22.49Y%
5000
43.0
150, | | ) Jion0 18500130 2410 200
R A R R A S S D B B S D B A B L IR A A A

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 12. 80 13. 00 13 20 13. 40

8270-BF081517.M Thu Sep 07 15:49:04 2017

AU-06-090117-A

Page: 13



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\

Data File : BF098285.D

Aca On : 6 Sep 2017 21:06

Operator : SJ/JU

ﬁ?ggle i 15093-01 AU-06-090117-A
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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-Octadecenamide, (Z)- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.29 7.67 ng 272730 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 87
2 7-Nonenamide 155 C9H17NO 090949-53-4 59
3 Tetradecanamide 227 C14H29NO 000638-58-4 53
4 Nonanamide 157 C9H19NO 001120-07-6 35
5 Pentadecanamide, 15-bromo- 319 C15H30BrNO 1000163-86-1 35

Abundance Scan 1905 (13.292 min): BF098285.D (-1902) (-) m/z 99.10 100.00%

1

5000

187.1 308.2
212.1 241.1 268.0 : 13.00 13.20 13.40 13.60
m/z 81.10 90.72%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #128446: 9-Octadecenamide, (2)-
59.0

13100 1320 13.40 1360
83.0 126.0 m/z 43.10 78.18%

154.0 184.0207.0 238.0 281.0

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance
59.0
I EAmEmEEE RS
13.00 13.20 13.40 13.60
5000 m/z 59.00 77.01%
29.0 98.0 126.0 155.0
WWWTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83609: Tetradecanamide I Am mma s R
59.0 13.00 13.20 13.40 13.60
m/z 71.10 64 .43%
5000
2%0‘ ) 860 1140 1490 1840  227.0
e e e e e I EAmEmEEE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. OO 13 20 13. 40 13 60

8270-BF081517.M Thu Sep 07 15:49:05 2017 Page: 14



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\

Data File : BF098285.D

Aca On : 6 Sep 2017 21:06

Operator : SJ/JU

ﬁ?ggle i 15093-01 AU-06-090117-A
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Naphthalene, decahydro-1,1-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.56 24 .64 ng 876195 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-1.1-dimet... 166 C12H22 035431-04-0 53
2 3.7.11.TrimethvIl-8.10- dodecedie... 266 C17H3002 1000374-10-3 42
3 Butane-1.3-dione. 1-(pvrrol-2-vI)- 151 C8HINO2 022441-25-4 38
4 4-Amino-2.1.3-benzothiadiazole 151 C6H5N3S 000767-64-6 25
5 4-Hydroxybenzoxazolone 151 C7H5NO3 028955-70-6 25

Abundance Scan 1951 (13.563 min): BF098285.D (-1945) (-) m/z 81.00 100.00%

81.0 151.1

%

m/z--> 50 100 150 200 250 300 350
Abundance

5000 55.0 07.1
177.1 Trrrrryrrrrrrrryrrrrr|r
308.3 13.20 13.40 13.60 13.80
205.2 248.2277.1
3411 m/z 151.10  99.74%
miz--> 50 100 150 200 250 300 350
Abundance #35197: Naphthalene, decahydro-1,1-dimethyl-
81.0 151.0
41.0
5000 LA L L L L L
09.0 13.20 13.40 13.60 13.80
: m/z 95.10 74.86%
[l 1))

©
iy
o

43.0 13.20 13.40 13.60 13.80
5000 m/z 67.05 56.43%
137.0
100 177.02060  266.0
m/z--> 50 100 150 200 250 300 350
Abundance #24896: Butane-1,3-dione, 1-(pyrrol-2-yl)- R AR EEEEE T
151.0 13.20 13.40 13.60 13.80
m/z 55.00 42.41%
68.0 94.0
5000
.L,A.J...,.l%f*-.‘?.t....,....,.... N N —
m/z--> 50 100 150 200 250 300 350 13 20 13. 40 13. 60 13 80

8270-BF081517.M Thu Sep 07 15:49:05 2017 Page: 15



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\

Data File : BF098285.D

Aca On : 6 Sep 2017 21:06

Operator : SJ/JU

ﬁ?ggle i 15093-01 AU-06-090117-A
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 1-Decanol, 2-hexyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.70 9.67 ng 343746 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
2 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 86
3 1-Octadecene 252 C18H36 000112-88-9 80
4 Oxalic acid. dodecvl isobutvl ester 314 C18H3404 1000309-37-7 80
5 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 80
Abundance Scan 1974 (13.698 min): BF098285.D (-1971) (-) m/z 57.10 100.00%
57.1

5000

13.40 13.60 13.80 14.00
m/z 71.10 72.79%

‘ 140.1 175120212301 27613021 3501
i

R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #95994: 1-Decanol, 2-hexyl-

57.0

83.0 LR SRR RN SN U
13.40 13.60 13.80 14.00
m/z 43.10 62.85%

5000

‘ 139.0 168 0196.0 224.0
-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

57.0

13.40 13.60 13.80 14.00
5000 85.0 m/z 85.10 50.21%

31.0 111.0
141.0 169,0196.0 224.0 255.05g1 o

wmﬁmmmmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104184: 1-Octadecene R B B
13.40 13.60 13.80 14.00

m/z 83.10 48 .33%

5000

139.0 168.0 196.0 224.0 252.0
.
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00

8270-BF081517.M Thu Sep 07 15:49:06 2017 Page: 16



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\
Data File : BF098285.D

Aca On : 6 Sep 2017 21:06

Operator : SJ/JU

Sample : 15093-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 15 Docosanoic acid, methyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.80 15.30 ng 544149 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 99
2 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 95
3 Methvl 20-methvl-heneicosanoate 354 C23H4602 1000336-47-4 91
4 Octadecanoic acid. 10-methvl-. m... 312 C20H4002 002490-19-9 90
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 86

Abundance Scan 1991 (13.798 min): BF098285.D (-1987) (-) m/z 74.00 100.00%
74.0
5000
43.1
143.1
101.0 199.2 2552 3113 5544 13.40 13.60 13.80 14.00 14.20
0 A .|, 11 7y t22r2mpe8s | L m/z 87.00 79.68%
m/z--> 50 100 150 200 250 300 350
Abundance #186933: Docosanoic acid, methyl ester
74.0
43.0
5000 BRI AL SRR SN B
13.40 13.60 13.80 14.00 14.20
430 10 m/z 43.10 33.45%
180 | | ) 1010 T 471.0199.0227.0255.028303110  F
LI AL UL UL WL I UL B
m/z--> 50 100 150 200 250 300 350
Abundance
74.0
13.40 13.60 13.80 14.00 14.20
5000 m/z 75.00 25.23%
43.0 312.0
150 1000 430 o 0213.0041 02690
m/z--> §0 160 1%0 260 250 360 3%0
Abundance #186936: Methyl 20-methyl-heneicosanoate T T T
74.0 13.40 13.60 13.80 14.00 14.20
m/z 57.10 22.34Y%
5000
143.0 354.0
199.0 255.0 3110
‘J h\ thu%.\o t ‘ \]'71'0\ {. \227'0\ ‘. \283'0 | “
m/z--> 5'0 1(')0 1&1;0 2(')0 25'30 3(')0 3&1;0 13.'40 13.|60 13.|80 14.'00 14.'20

8270-BF081517.M Thu Sep 07 15:49:07 2017

AU-06-090117-A

Page: 17



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\
Data File : BF098285.D

Aca On : 6 Sep 2017 21:06

Operator : SJ/JU

Sample : 15093-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Tetracosanoic acid, methyl ... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.42 6.50 ng 231253 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosanoic acid. methvl ester 382 C25H5002 002442-49-1 93
2 Methvl stearate 298 C19H3802 000112-61-8 87
3 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 80
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 80
5 Heneicosanoic acid, methyl ester 340 C22H4402 006064-90-0 72
Abundance Scan 2097 (14.421 min): BF098285.D (-2093) (-) m/z 74.00 100.00%
74.0
43.1
5000
143.1 262.1

3091301 3824 1420 1440 1460 14.80
m/z 87.00 88.17%

m/z--> 50 100 150 200 250 300 350
Abundance #203673: Tetracosanoic acid, methyl ester
74.0

5000 430 LN B L L L L L L L
14. 20 14. 40 14. 60 14. 80
143.0 m/z 43.10 59.00%
: 382.0
(I I T h‘\“ AN mo‘\ ‘ ;990 241.0 283.0 333.0 |
m/z--> 50 100 150 200 250 300 350
Abundance
74.0
RS EmmEs o L
14.20 14.40 14.60 14.80
5000 m/z 57.10 48.75%
43.0
143.0 208.0
255.0 .
111.0 199.0
m/z--> 50 100 150 200 250 300 350
Abundance #154941: Nonadecanoic acid, methy! ester RS EmmEs o L
74.0 14.20 14.40 14.60 14.80
m/z 71.10 36.10%
5000
43.0
‘ 143.0
269.0 312.0
ok ‘ ) Wit .l, 2B UL L
m/z--> 100 150 200 250 300 350 14.20 14. 40 14. 60 14. 80

8270-BF081517.M Thu Sep 07 15:49:07 2017

AU-06-090117-A

Page: 18



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\

Data File : BF098285.D

Aca On : 6 Sep 2017 21:06

Operator : SJ/JU

ﬁ?ggle i 15093-01 AU-06-090117-A
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 17 Heptadecane, 2,6,10,15-tetr... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

14.62 8.82 ng 204343 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
2 Nonadecane 268 C19H40 000629-92-5 86
3 Octadecane. 5-methvl- 268 C19H40 025117-35-5 80
4 Heptacosane 380 C27H56 000593-49-7 80
5 Hexadecane, 5-butyl- 282 C20H42 006912-07-8 80

Abundance Scan 2131 (14.621 min): BF098285.D (-2128) (-) m/z 57.10 100.00%

51.1
85.1

14.40 14.60 14.80 15.00

||,

1
lFll 141.1169.2197.1225.2 267229523232 371.2

04 ..,.L R e m/z 71.10 82.48%
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 850 LA B L L L L L L LB
14.40 14.60 14.80 15.00
m/z 85.10 63.07%
113.0
| “ | i [ 141.0 183.0211.0239.0267.0 296.0
—— e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
A R RamEs L
14.40 14.60 14.80 15.00
5000 85.0 m/z 43.10 58.19%
29.0
113.0141.0169.0197.02250  268.0
— T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #117643: Octadecane, 5-methyl- RS EmmEs o L
43.0/71.0 14.40 14.60 14.80 15.00
m/z 99.10 20.57%
5000
99.0
Ll | .i‘ \127 -0155. 0183. 021\%.0 253.0
e A RS EmmEs o L
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\

Data File : BF098285.D

Aca On : 6 Sep 2017 21:06

Operator : SJ/JU

ﬁ?ggle i 15093-01 AU-06-090117-A
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Eicosane, 10-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.93 12.50 ng 289413 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
3 Tetradecane 198 C14H30 000629-59-4 87
4 Hexacosane 366 C26H54 000630-01-3 86
5 Octacosane 394 C28H58 000630-02-4 86
Abundance Scan 2183 (14.927 min): BF098285.D (-2181) (-) m/z 57.10 100.00%
57.1
5000
99.1 A SR SRR SUNREE

14.60 14.80 15.00 15.20

4111732 221.1 ) .
ol d bbb |y 24tiara2 2211 2701 3261 3662 om0 40° 8078k
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57.0
5000 TT [T T T T [T T I T[T T T T [TTTT]
14.60 14.80 15.00 15.20
m/z 85.10 58.80%
‘ 99.0 154.0
Ay iTgss0 2390 2810
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
R a R mamEE L
14.60 14.80 15.00 15.20
5000 m/z 43.10 58.72%
99.0 141.0
27.0
184.0
— T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #59882: Tetradecane R a R mamEE L
57.0 14.60 14.80 15.00 15.20
m/z 55.10 21 .55%
5000
27,0 ‘99.0
198.0
[ g 141.0 \

| T I I T I
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\

Data File : BF098285.D

Aca On : 6 Sep 2017 21:06

Operator : SJ/JU

ﬁ?ggle i 15093-01 AU-06-090117-A
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.69 12.12 ng 280698 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 94
2 Heneicosane 296 C21H44 000629-94-7 92
3 Octacosane 394 C28H58 000630-02-4 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 86
Abundance Scan 2313 (15.692 min): BF098285.D (-2309) (-) m/z 57.10 100.00%
57.1
5000
o "15li0 1560 15180 1600
41.1 183.2 : : : :
_— ,J JI L LA 1832 2251 28113141 87634143 | 971 70 02.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141431: Eicosane, 10-methyl-
57.0
5000 LRI B B UL B
mmmmmmmm
99.0 m/z 85.10 63.81%
‘ : 154.0
b T 170 2300 2810
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
15.40 15.60 15.80 16.00
5000 m/z 43.10 56.90%
99.0
15.0 141.0 1830 225.0 296.0
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #209566: Octacosane AR EEREE L
57.0 15.40 15.60 15.80 16.00
m/z 99.05 21.86%
5000
99.0
| |, 1410 1830 2250 281.0 337.0 394.0
m/z--> 55 160 1éo 260 250 300 350 460 1520 1560 1580 1600
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\

Data File : BF098285.D

Aca On : 6 Sep 2017 21:06

Operator : SJ/JU

ﬁ?ggle i 15093-01 AU-06-090117-A
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 20 Docosane, 11-butyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

16.15 13.69 ng 317017 Perylene-d12 15.26

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 11-butvl- 366 C26H54 013475-76-8 91
2 Octadecane. 5.14-dibutvl- 366 C26H54 055282-13-8 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 2391 (16.151 min): BF098285.D (-2388) (-) m/z 57.10 100.00%

57.1
5000
o 15.80 16.00 16.20 16.40
141.1 . . . )
202.1 245.2281.1 321.1357.2 400.3
....,.~.-.'.l|,~.'|.1..l,l....,....-,....,....,....i.... m/z 71.10 88.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194500: Docosane, 11-butyl-
57.0
5000 LA L L L L L B

15.80 16.00 16.20 16.40
m/z 85.10 62.50%

‘ 99.0 141.0 309.0

g 0 2100 530 S99 seeo
m/z--> 50 100 150 200 250 300 350 400
Abundance

SN
w
o

15.80 16.00 16.20 16.40

5000 85.0 m/z 43.10 54.98%
1260 309.0
169.0 211.0 2660 364.0
R T e e = I
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane R B .
57.0 15.80 16.00 16.20 16.40
m/z 55.10 22 .05%
5000
99.0
|| 110 1830 225.0 296.0
e el e T e R e
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16,20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_ F\DATA\BF090617\

Data File : BF098285.D

Acg On : 6 Sep 2017 21:06 Instrument :
Operator : SJ/JU BNA_F

Sample - 15093-01 ClientSampleld :
Misc : AU-06-090117-A
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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 .47 6.47 54_.0 ng 1758070 1 6.70 650627 20.0
9-methylheptadecane 10.64 11.4 ng 334378 4 11.21 589467 20.0
Hexadecanoic acid... 11.63 213.2 ng 6282710 4 11.21 589467 20.0
Dodecane, 1l-iodo- 11.92 9.4 ng 278110 4 11.21 589467 20.0
9,15-Octadecadien... 12.33 489.8 ng 14436800 4 11.21 589467 20.0
Methyl stearate 12.42 126.2 ng 3719690 4 11.21 589467 20.0
9,12-Octadecadien... 12.64 16.6 ng 589462 5 13.85 711138 20.0
Methyl 9.cis.,11.... 12.99 23.7 ng 841749 5 13.85 711138 20.0
cis-13-Eicosenoic... 13.05 9.3 ng 330829 5 13.85 711138 20.0
Eicosanoic acid, ... 13.13 16.4 ng 582303 5 13.85 711138 20.0
9-Octadecenamide, ... 13.29 7.7 ng 272730 5 13.85 711138 20.0
Naphthalene, deca... 13.56 24.6 ng 876195 5 13.85 711138 20.0
1-Decanol, 2-hexyl- 13.70 9.7 ng 343746 5 13.85 711138 20.0
Docosanoic acid, ... 13.80 15.3 ng 544149 5 13.85 711138 20.0
Tetracosanoic aci... 14.42 6.5 ng 231253 5 13.85 711138 20.0
Heptadecane, 2,6,... 14.62 8.8 ng 204343 6 15.26 463238 20.0
Eicosane, 10-methyl- 14.93 12.5 ng 289413 6 15.26 463238 20.0
Heneicosane 15.69 12.1 ng 280698 6 15.26 463238 20.0
Docosane, 11-butyl- 16.15 13.7 ng 317017 6 15.26 463238 20.0
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