LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112217\

Data File : BF100820.D

Aca On - 22 Nov 2017 12:24 Instrument :
Operator : SJ/JU BNA_F

Sample : 16310-05 10X ClientSampleld :
Misc i AU-05-112017-A
ALS Vial : 9 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-BF110817.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 5.481 573 577 586 rVB 187408 179174 2.53% 0.804%
2 6.487 745 748 757 rBV 222816 192950 2.73% 0.866%
3 6.634 770 773 777 rBV 242736 198167 2.80% 0.889%
4 6.869 809 813 817 rBV 546058 471533 6.67% 2.116%
5 7.028 836 840 843 rBV 169603 149078 2.11% 0.669%
6 7.428 905 908 912 rBV 139275 113360 1.60% 0.509%
7 8.151 1028 1031 1035 rVB 744586 588777 8.33% 2.643%
8 9.222 1210 1213 1218 rVB 277847 240004 3.40% 1.077%
9 9.298 1223 1226 1230 rBV 87088 83745 1.18% 0.376%
10 9.828 1309 1316 1319 rBV 120439 120920 1.71% 0.543%

11 9.910 1324 1330 1334 rVB 749868 635875 9.00% 2.854%
12 10.328 1396 1401 1404 rBV 142559 120886 1.71% 0.543%

13 10.551 1433 1439 1445 rVB 47648 73642 1.04% 0.331%
14 10.692 1461 1463 1467 rVB 124995 93913 1.33% 0.422%
15 10.804 1479 1482 1487 rBV 145965 182791 2.59% 0.820%
16 11.251 1555 1558 1560 rBV 128601 99007 1.40% 0.444%
17 11.392 1579 1582 1585 rBV 609054 520142 7.36% 2.335%
18 11.675 1628 1630 1633 rBV 95761 82186 1.16% 0.369%

19 11.780 1644 1648 1651 rBV 2687032 2467594 34.91% 11.076%
20 11.916 1667 1671 1678 rBV 190773 188737 2.67% 0.847%

21 12.080 1696 1699 1706 rBV 79160 95172 1.35% 0.427%
22 12.480 1756 1767 1769 rBV 4403274 7068689 100.00% 31.728%
23 12.504 1769 1771 1776 rVV2 4466931 3958978 56.01% 17.770%
24 12.575 1779 1783 1786 rVV 1587608 1290738 18.26% 5.793%
25 12.610 1786 1789 1791 rVV2 324122 378244 5.35% 1.698%

26 12.633 1791 1793 1800 rVVv2 332157 404756 5.73% 1.817%
27 12.839 1826 1828 1835 rVB3 65786 88594 1.25% 0.398%
28 12.975 1846 1851 1854 rBV 189709 187996 2.66% 0.844%
29 13.157 1876 1882 1887 rBV7 69918 127665 1.81% 0.573%
30 13.216 1891 1892 1898 rVB2 104295 85666 1.21% 0.385%

31 13.292 1902 1905 1908 rBV 129651 133513 1.89% 0.599%
32 13.451 1929 1932 1936 rVB3 56601 72315 1.02% 0.325%
33 13.722 1974 1978 1982 rVB2 118852 157183 2.22% 0.706%
34 13.963 2015 2019 2022 rBV 146013 129771 1.84% 0.582%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\

Data File : BF100820.D

Aca On : 22 Nov 2017 12:24

Operator : SJ/JU

Sample : 16310-05 10X AU-05.11201 7.2
Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.033 2027 2031 2034 rBV 554648 494534 7.00% 2.220%

36 15.133 2215 2218 2221 rBvVY 59689 72483 1.03% 0.325%

37 15.510 2277 2282 2289 rBvVY 425205 549695 7.78% 2.467%

38 15.957 2354 2358 2363 rVB 57619 82170 1.16% 0.369%

39 16.210 2398 2401 2409 rvB4 54790 98550 1.39% 0.442%
Sum of corrected areas: 22279193
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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:\HPCHEMI\BNA F\DATA\BF112217\
BF100820.D

22 Nov 2017 12:24

SJ/Ju

16310-05 10X

9 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

AU-05-112017-A
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\

Data File : BF100820.D

Aca On : 22 Nov 2017 12:24

Operator : SJ/JU

Sample : 16310-05 10X AU-05.11201 7.2
Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.63 Concentration Rank 7

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

6.63 8.41 ng 198167 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 772 (6.628 min): BF100820.D (-770) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 DU SR R S
421 540 ‘| 81.0 | 6.20 6.40 6.60 6.80 7.00
o} SO P 1 N P T SR | P m/z 68.00 43.65%
m/z--> 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 N
5000 R UL A I
6.20 6.40 6.60 6.80 7.00
210 510 m/z 134.00 32.28%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 31.77%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine T RRAaE D
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 18.20%
5000
104.0
39\ 0 51\\0 6\5\0 7?\0 91.0 | 117.0 \
OIIIIIIIIIIII‘IIIII‘IIIIIIIIIII‘IIIIIIIIIIIIIIII ||||| —TT e e R B B B T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\

Data File : BF100820.D

Aca On : 22 Nov 2017 12:24

Operator : SJ/JU

Sample : 16310-05 10X AU-05.11201 7.2
Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Pentadecane Concentration Rank 16

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

9.83 3.80 ng 120920 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
3 Hexadecane 226 C16H34 000544-76-3 87
4 Hexadecane. 7.9-dimethvl- 254 C18H38 021164-95-4 80
5 Tridecane 184 C13H28 000629-50-5 78

Abundance Scan 1316 (9.828 min): BF100820.D (-1309) (-) m/z 57.05 100.00%
57.0
5000
9.60 9.80 10.00 10.20
o 131 51 14l m/z 43.05  73.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57.0
w000 B0 "3k 5ho 1000 1020
29.0 m/z 71.10 50.70%
0 \‘ ‘ H fh ol 113 0 \ 141 0 169 0 212.0
m/z--> ' ' éo 8b 160 150 140 160 180 260 250
Abundance
57.0
" '9.60 9.80 10.00 10.20
5000 850 m/z 85.05 34.28%
29.0 141.0
o 113.0 169.0
m/z--> ﬁo Jo éo 8b 160 150 140 1éo 180 260 250
Abundance #83025: Hexadecane
57.0 9.60 9.80 10.00 10.20
m/z 41.05 34.22%
5000
85.0
29.0
0 | “ [l ‘ , 113.0 141 0 169.0 197.0 226.0
m/z--> ﬁo Jo éo 50 160 150 140 1éo 180 260 250 9%0 980 1000 1020
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\

Data File : BF100820.D

Aca On : 22 Nov 2017 12:24

Operator : SJ/JU

Sample : 16310-05 10X AU-05.11201 7.2
Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 17
R.T. EstConc Area Relative to ISTD R.T.
10.33 3.80 ng 120886 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Dodecane 170 C12H26 000112-40-3 87
4 Heptadecane 240 C17H36 000629-78-7 86
5 Tridecane 184 C13H28 000629-50-5 86
Abundance Scan 1401 (10.328 min): BF100820.D (-1396) (-) m/z 57.10 100.00%
5%.1
5000 851
39 113.1 10.00 10.20 10.40 10.60
o...,....-,:..|,..":.,'!-...',....,.l??.?.lf“.l.... e | M/Z 43.10  78.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
5000 AR AR RS
85.0 10. 00 10. 20 10 40 10.60
20.0 : m/z 71.10 53.70%
0 ! “ [l ‘ , 113.0 141 0 169.0 197.0 226.0
m/z--> ﬁo Jo éo 8b 160 150 140 1éo 180 260 250
Abundance
57.0
10.00 10.20 10.40 10.60 |
0
5000 g5.0 m/z 85.10 36.07%
29.0
o 1130  141.0 1690 212.0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38315: Dodecane T PR T T T T ]
57.0 10.00 10.20 10.40 10.60
m/z 41.10 34.43%
5000
85.0
29.0
0 ol ‘ i I 1120 ‘ 1410 170.0
m/z--> ﬁo Jo éo 50 160 150 140 160 180 260 250 1000 1020 1040 1060
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\

Data File : BF100820.D

Aca On : 22 Nov 2017 12:24

Operator : SJ/JU

Sample : 16310-05 10X AU-05.11201 7.2
Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

10.80 7.03 ng 182791 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heptadecane 240 C17H36 000629-78-7 91

Abundance Scan 1481 (10.798 min): BF100820.D (-1479) (-) m/z 57.10 100.00%

57.1
5000

99 10.40 10.60 10.80 11.00 11.20
0 ...'.-,] '-J--l L2000 19 et m/Z 43.05 70.06%

m/z--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57.0
5000 TT T T[T T I T [T T T T[T T TT 7T
10. 40 10 60 10. 80 11. 00 11. 20
99.0 m/z 71.10 56.41%
L 70 L 1410 1830 2250 267.0296.0
e L e B e LA e e o e e o
m/z--> 0 50 100 150 200 250 300 350
Abundance
57.0
T T T T T T
10.40 10.60 10.80 11.00 11.20
5000 m/z 85.05 36.26%
99.0
0 27.0 141.0 183. 0 225.0 267.0 323.0 380.0
B e o e A B e L A s o e o o i
m/z--> 0 50 100 150 200 250 300 350
Abundance #83023: Hexadecane T T TR T
57.0 10.40 10.60 10.80 11.00 11.20
m/z 41.05 31.88%
5000
99.0
0 27\}0‘ J\ Il ‘ il 1419 1830 226.0
L A e e o e o o LA B e o o e L B o e L R N NN A EREREE R
m/iz--> 0 50 100 150 200 250 300 350 10. 40 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\

Data File : BF100820.D

Aca On : 22 Nov 2017 12:24

Operator : SJ/JU

Sample : 16310-05 10X AU-05.11201 7.2
Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 6 Heptacosane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
11.25 3.81 ng 99007 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 1558 (11.251 min): BF100820.D (-1555) (-) m/z 57.10 100.00%
57.1
5000 85.1
1271 11.00 11.20 11.40 11.60
o d b g feresy aor2 0 hy7 43.05  69.93%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 LR SIS BN UL I
11.00 11.20 11.40 11.60
m/z 71.05 61.19%
0 270\ h MQ%OJ 141.0169.0 211.0 253.0 295.0 337.0 380.0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
11,00 11.20 11,40 11.60
5000 m/z 85.10 43.05%
99.0
o 27.0 141.0169.0 210.0240.0
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane R R e e e
57.0 11.00 11.20 11.40 11.60
m/z 41.05 30.22%
5000
L2000 e 0169.0198.0226.0 -
m/z--> 50 100 150 200 250 300 350 11.00 11.20 11.40 11.60
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF112217\
BF100820.D

22 Nov 2017 12:24

SJ/JU

16310-05 10X

AU-05-112017-A

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

11.78 94.88ng 2467590  Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexadecanoic acid.
2 Methvl tetradecanoate
3 Tridecanoic acid.
4 Pentadecanoic acid. 14-methvl-. ...
5 Pentadecanoic acid,

methvl ester 270 C17H3402
242 C15H3002
228 C14H2802
270 C17H3402
256 C16H3202

methvl ester

methyl ester

000112-39-0 98
000124-10-7 91
001731-88-0 87
005129-60-2 87
007132-64-1 86

Abundance Scan 1648 (11.780 min): BF100820.D (-1644) (-) m/z 74.00 100.00%
74.0
5000 43.0
143.1 T
‘ 97.1 185.2 227.2 270.3 11.40 11.60 11.80 12.00
0 ,....-,'...:|1,..|". o d2td | 163318522052 |7, 2103 1 tTRs 00 71.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74.0
5000 [Trrr[rrrr[rrrrprrrrrm—
43.0 11.40 11.60 11.80 12.00
143.0 m/z 43.05 37.71%
‘J‘W‘WO | 171.0 199.0 227.0 270.0
O e e e e e e e e e e e
m/z--> 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 m/z 55.05 28.97%
43.0
143.0
oh 101.0121.0 171.0 199.0 242.0
[ T T T e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester AR ma s )
74.0 11.40 11.60 11.80 12.00
m/z 41.05 27 .73%
5000 43.0
s B R R aaaa B AR RARRS R o e e
m/z--> 20 40 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 : Z:\HPCHEMI\BNA F\DATA\BF112217\

Data File : BF100820.D

Aca On : 22 Nov 2017 12:24

Operator : SJ/JU

Sample : 16310-05 10X AU-05.11201 7.2
Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.92 7.26 ng 188737 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 2-Butenoic acid, 2-methoxy-3-met... 144 C7H1203 056009-32-6 20
Abundance Scan 1672 (11.922 min): BF100820.D (-1667) (-) m/z 43.05 100.00%
430 730
5000 129.1
157.1 2132
‘ 1 1851
256.2 11.60 11.80 12.00 12.20
0! m/z 73.00 98.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0 730
A
5000 256.0 SRR AN S B
11.60 11.80 12.00 12.20
97.0 m/z 57.00 87.56%
‘ 157.0 185.0
0 T Il‘l "‘i“"'”'”l'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
11.60 11.80 12.00 12.20
5000 129.0 m/z 60.00 85.61%
97.0 199.0
1570 242.0
0 }ﬁ?'“'|"“|"'w""w"'|“"|'“' '}779'“ BRRBY SRR PR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0 11.60 11.80 12.00 12.20
43.0 m/z 41.05 82.24Y%
5000 129.0
0! :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

8270-BF110817.M Mon Nov 27 13:01:29 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\

Data File : BF100820.D

Aca On : 22 Nov 2017 12:24

Operator : SJ/JU

Sample : 16310-05 10X AU-05.11201 7.2
Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 1
R.T. EstConc Area Relative to ISTD R.T.
12.48 271.80 ng 7068690 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
3 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 98
Abundance Scan 1767 (12.480 min): BF100820.D (-1756) (-) m/z 67.05 100.00%
67.0
41.0
5000
1231 1501 12.20 12.40 12.60 12.80
178.2 ) 263.2 )
I 2203 2993 "m/z 81.05 83.99%
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
12.20 12.40 12.60 12.80
m/z 55.05 69.73%
oL i 123.0 1490 4759 2620 294.0
m/z--> 25 4b 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
410 ©7.0
12!20 12f4o 12)60 12!80
5000 95.0 m/z 41.05 57.92%

294.0
. 1230 1500 1780 2200 2630
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

-

Abundance #139707: 8,11-Octadecadienoic acid, methyl ester
12.20 12.40 12.60 12.80
m/z 95.10 56.02%
5000
294.0
124.0 150.0
178.0 220.0 263.0
0 AT

! T T I I
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-BF110817.M Mon Nov 27 13:01:29 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\

Data File : BF100820.D

Aca On : 22 Nov 2017 12:24

Operator : SJ/JU

Sample : 16310-05 10X AU-05.11201 7.2
Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.50 152.23 ng 3958980 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 6-Octadecenoic acid. methvl este... 296 C19H3602 002777-58-4 99
3 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
4 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 98
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 98

Abundance Scan 1770 (12.498 min): BF100820.D (-1769) (-) m/z 55.10 100.00%

5000

NS IV V- NS
264.3 12.20 12.40 12.60 12.80
0 296.3

m/z 41.10 68.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

180.2 222.2

5000 LI N B B B B §
12.20 12.40 12.60 12.80
m/z 69.10 60.36%
. 1800 2220 2640 ,o5
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
e S S R
84.0 12.20 12.40 12.60 12.80
5000 m/z 74.05 52.52%
110.0
29.0 137.0 180.0 222.0 2640
296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester R B e
12.20 12.40 12.60 12.80

m/z 83.10 47 .14%

5000

264.0

1380  180.0 2220 296.0

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-BF110817.M Mon Nov 27 13:01:30 2017 Page: 12



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF112217\
BF100820.D

22 Nov 2017 12:24

SJ/JU

16310-05 10X

AU-05-112017-A

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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 Methyl stearate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.57 49.63 ng 1290740 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 92
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
4 Heptadecanoic acid. 15-methvl-., ... 298 C19H3802 054833-55-5 90
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 86

Abundance Scan 1782 (12.569 min): BF100820.D (-1779) (-) m/z 74.00 100.00%
74.0
5000
\ o1 7 255.3 12.20 12.40 12.60 12.80
199.2 . . )
o...,....,....|',..|'..,'.!..l,l....,....,....1.7.1..1.... rerz P83 Th/z 86.95  74.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143128: Methyl stearate
74.0
5000 43.0 USRI UL AR B
12.20 12.40 12.60 12.80
070 143.0 199.0 255.0 2980 m/z 43.10 42 _.56%
I 0~ -2 TN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74.0
12.20 12.40 12.60 12.80
5000 m/z 55.05 30.41%
28.0
143.0 255.0 298.0
. 510 101.0 171.0 1990 5o ¢
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107593: Pentadecanoic acid, methyl ester S EEmEmmam s A e
74.0 12.20 12.40 12.60 12.80
m/z 41.05 27 .43%
5000
e 10 213.0
1010
diso, |yl oo | | o 30 meo
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-BF110817.M Mon Nov 27 13:01:31 2017

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\

Data File : BF100820.D

Aca On : 22 Nov 2017 12:24

Operator : SJ/JU

Sample : 16310-05 10X AU-05.11201 7.2
Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 9,12-Octadecadienoic acid (... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.61 14.54 ng 378244 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 99
2 9-Octadecvnoic acid. methvl ester 294 C19H3402 001120-32-7 72
3 9.17-Octadecadienal. (2)- 264 C18H320 056554-35-9 70
4 Cvclodecene 138 C10H18 003618-12-0 70
5 7-Tetradecyne 194 C14H26 035216-11-6 64

Abundance Scan 1789 (12.610 min): BF100820.D (-1786) (-) m/z 67.00 100.00%

61.0
5000 '

1231 1501 4175 12.20 12.40 12.60 12.80 13.00
: m/z 81.05 80.93%

0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127649: 9,12-Octadecadienoic acid (Z,2)-
67.0

95.0

-

5000
12.20 12.40 12.60 12.80 13.00
1230 280.0 m/z 55.00 69.51%
ol ' 150.0 182.0 210.0 '
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0 | 81.0
 EREERmET SIS
12.20 12.40 12.60 12.80 13.00
5000 m/z 41.05 63.73%
109.0
136.0 164.0
188.0210-0 2630 2940

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #114272: 9,17-Octadecadienal, (2)-

8

12.20 12.40 12.60 12.80 13.00
m/z 95.05 55.59%

5000

151.0 179.0 207.0 235.0 264.0

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80 13.00

-

8270-BF110817.M Mon Nov 27 13:01:31 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\

Data File : BF100820.D

Aca On : 22 Nov 2017 12:24

Operator : SJ/JU

Sample : 16310-05 10X AU-05.11201 7.2
Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Oleic Acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.63 15.56 ng 404756 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 80
2 Cvclopentadecane 210 C15H30 000295-48-7 72
3 Chloroacetic acid. tridecvl ester 276 C15H29CI102 018277-85-5 72
4 Tetradecvl trifluoroacetate 310 C16H29F302 006222-02-2 72
5 1-Hexadecanol 242 C16H340 036653-82-4 64

Abundance Scan 1792 (12.627 min): BF100820.D (-1791) (-) m/z 55.10 100.00%

53.1
5000 '

1371 166.1189.0 220.2
04

12. 40 12. 60 12. 80 13. 00
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129338: Oleic Acid
55.0
83.0
5000

m/z 41.10 64.98%
12.40 12.60 12.80 13.00

264.0 m/z 69.10 54 _07%
Y 165.0 1930 222.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
830 12.40 12. 60 12. 80 13.00
5000 m/z 83.10 51.49%
29.0 111.0
139.0 1820 2100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124251: Chloroacetic acid, tridecyl ester R REEmamE

3.0 12.40 12.60 12.80 13.00
m/z 43.10 47.16%

I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13. 00

5000

154.0 182.0

8270-BF110817.M Mon Nov 27 13:01:32 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100820.D

Aca On : 22 Nov 2017 12:24

Operator : SJ/JU

Sample : 16310-05 10X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Methyl 9.cis.,1l.trans.t,13... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

13.16 5.16 ng 127665 Chrysene-di12 14.03

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 9.cis..ll.trans.t.13.tran... 292 C19H3202 1000336-42-6 83
2 1(2H)-Pentalenone. hexahvdro-5-m... 150 C10H140 120587-85-1 70
3 6-Butvl-1.4-cvcloheptadiene 150 C11H18 022735-58-6 55
4 4-Tridecen-6-vne. (2)- 178 C13H22 074744-42-6 49
5 4-Tridecen-6-yne, (E)- 178 C13H22 074744-43-7 49

Abundance Scan 1883 (13.163 min): BF100820.D (-1876) (-) m/z 79.00 100.00%

5000 2922
12.80 13.00 13.20 13.40
0 m/z 93.05 98.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #138094: Methyl 9.cis.,11.trans.t,13.trans.-octadecatrienoate
. 292.0
5000 U A DAL
12.80 13.00 13.20 13.40
m/z 91.00 74 _.56%
189.0 221.0 261.0
0

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

79.0

150.0 12.80 13.00 13.20 13.40
50001 390 m/z 80.10 71.98%

107.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23940: 6-Butyl-1,4-cycloheptadiene

12.80 13.00 13.20 13.40
m/z 41.05  59.45%

5000

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

T I I T
12.80 13.00 13.20 13.40

8270-BF110817.M Mon Nov 27 13:01:33 2017

AU-05-112017-A

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100820.D

Aca On : 22 Nov 2017 12:24

Operator : SJ/JU

Sample : 16310-05 10X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 17 Eicosanoic acid, methyl ester Concentration Rank 12

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

13.29 5.40 ng 133513 Chrysene-di12 14.03

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 93
2 Hexadecanoic acid. 14-methvl-. m... 284 C18H3602 002490-49-5 93
3 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 93
4 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 93
5 Methyl 18-methylnonadecanoate 326 C21H4202 1000352-20-6 91

Abundance Scan 1905 (13.292 min): BF100820.D (-1902) (-) m/z 74.00 100.00%
74.0
5000 43.0
143.1
|l 1852 227.2 9551 2832 40 a 13.00 13.20 13.40 13.60
O,HH,HHP” m/z 87.05 73.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166216: Eicosanoic acid, methyl ester
74.0
43.0
5000
143.0 826.0 13.00 13.20 13.40 13.60
283.0 m/z 43.05 43.97%
M ‘ (flo 171.0 199.0 227.0 oo o |
0 ﬂ”ﬂnﬂw..Nnhﬂtmkth.J.J”J”m.L.hm.””.”b.”wﬂ”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
74.0
s o LA e
13.00 13.20 13.40 13.60
5000 m/z 55.00 33.78%
43.0
143.0 284.0
111.0 185.0 913 2410
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131319: Hexadecanoic acid, 15-methyl-, methyl ester A
74.0 13.00 13.20 13.40 13.60
m/z 41.05 27 .32%
5000
43.0
143.0 284.0
241.0
98.0 185. 0
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-BF110817.M Mon Nov 27 13:01:34 2017

AU-05-112017-A

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\

Data File : BF100820.D

Aca On : 22 Nov 2017 12:24

Operator : SJ/JU

Sample : 16310-05 10X AU-05.11201 7.2
Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownl3.72 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.72 6.36 ng 157183 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-1.l1-dimet... 166 C12H22 035431-04-0 49
2 Phenol. 2.6-dimethvl-4-nitroso- 151 C8H9NO2 013331-93-6 25
3 Butvric acid. 2-(3-oxo-3H-benzol... 237 C11H11NO3S 1000316-00-8 25
4 Methvl 2-octvlcvclopropene-1-oct... 308 C20H3602 003220-60-8 25
5 4-Hydroxybenzoxazolone 151 C7H5NO3 028955-70-6 18
Abundance Scan 1978 (13.722 mm) BF100820.D (-1974) (-) m/z 95.00 100.00%

%

5000
277.2 3082 13.40 13.60 13.80 14.00
(o} m/z 81.05 92.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #35197: Naphthalene, decahydro-1,1-dimethyl-
81.0 151.0
41.0
5000 LA L L L L L L LB L |
109.0 13.40 13.60 13.80 14.00
' m/z 151.05 90.97%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
151.0
13.40 13.60 13.80 14.00
5000 m/z 55.00 57 .53%
39.0
70 1080
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #91217: Butyric acid, 2-(3-oxo-3H-benzo[d]isothiazol-2-yl)- e A REEEEEasS
151.0 13.40 13.60 13.80 14.00
m/z 43.10 48.10%
5000
237.0
. 450 g90 %0 1230 | 192.0
R e o R s B e R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 40 13. 60 13. 80 14. 00

8270-BF110817.M Mon Nov 27 13:01:35 2017 Page: 18



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF112217\
BF100820.D

22 Nov 2017 12:24

SJ/JU

16310-05 10X

AU-05-112017-A

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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 Docosanoic acid, methyl ester Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.96 5.25 ng 129771 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 96
2 Methvl 20-methvl-heneicosanoate 354 C23H4602 1000336-47-4 91
3 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 90
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 83
5 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 83

Abundance Scan 2019 (13.963 min): BF100820.D (-2015) (-) m/z 74.00 100.00%
74.0
5000 43.1
143.1
1000 | 17y 11992, 252,00 M0 ssas| | 1360 1360 1060 1430
o S PO 0 kO s Y B e PR m/z 86.95 75.05%
m/z--> 50 100 150 200 250 300 350
Abundance #186934: Docosanoic acid, methyl ester
74.0
5000 43.0
13.60 13.80 14.00 14.20
143.0 354.0 m/z 43.10 49 _.03%
o150 ‘ H || 1010 | 17101990297,02550283031L0 |
m/z--> 55 160 1%0 260 250 360 3%0
Abundance
74.0
13.60 13.80 14.00 14.20
5000 m/z 55.00 31.96%
143.0 354.0
311.0
101.0 171079922702 %2830
e
m/z--> 55 160 1%0 200 2%0 300 3%0
Abundance #154941: Nonadecanoic acid, methyl ester LA B o
74.0 13.60 13.80 14.00 14.20
m/z 143.10 29.76%
5000
43.0
‘ 143.0
101.0 269.0 3120
daso, | L1100 | imorsozmg 0 20
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20

8270-BF110817.M Mon Nov 27 13:01:35 2017

Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\

Data File : BF100820.D

Aca On : 22 Nov 2017 12:24

Operator : SJ/JU

Sample : 16310-05 10X AU-05.11201 7.2
Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownl16.21 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.21 3.59 ng 98550 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-dodecvltetradecahy... 360 C26H48 055401-75-7 38
2 (7a-1sopropenvl-4_.5-dimethvlocta... 222 C15H260 1000187-02-9 37
3 Propenamide. 3-(3.4-dimethoxyphe... 313 C18H19NO4 339165-72-9 35
4 5-(p-Aminophenvl)-2-thiazolamine 191 C9HON3S 090349-87-4 25
5 2-(2-((2-Chloro-6-fluorobenzyl)s... 334 C17H16CIFN2S 1000298-18-2 22
Abundance Scan 2401 (16.210 min): BF100820.D (-2398) (-) m/z 191.15 100.00%
191.2
95.0
5000 55.0 123.1
163.1 LRI SRR SRR SN B
219.1  263.1291.0 383.3 15.80 16.00 16.20 16.40 16.60
0! m/z 95.05 53.50%
m/z--> 50 100 150 200 250 300 350
Abundance #190939: Anthracene, 9-dodecyltetradecahydro-
95.0 191.0
43.0
5000 LRI IR SRR SN B
15.80 16.00 16.20 16.40 16.60
0
135.0 m/z 123.05 40.63%
0 II‘JIMIM¢WNM‘¢IMIM }§3PM : IIZ?Q02§ﬁOI ?239.. S
m/z--> 50 100 150 200 250 300 350
Abundance
191.0
9.0 LRI IR SRR SN B
135.0 15.80 16.00 16.20 16.40 16.60
5000/ 410 : m/z 81.10 40.45%
163.0
e L e L L L L B UL
m/z--> 50 100 150 200 250 300 350
Abundance #155539: Propenamide, 3-(3,4-dimethoxyphenyl)-N-(4-methoxy... A EEE TS
191.0 15.80 16.00 16.20 16.40 16.60
m/z 177.10 39.74Y%
123.0
5000
77.0 163.0 313.0
ol Sy 1| | 221028302807 B I
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112217\

Data File : BF100820.D

Acq On - 22 Nov 2017 12:24 Instrument :
Operator : SJ/JU BNA_F

Sample : 16310-05 10X ClientSampleld :
Misc i AU-05-112017-A
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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]
unknown6.63 6.63 8.4 ng 198167 1 6.87 471533 20.0
Pentadecane 9.83 3.8 ng 120920 3 9.91 635875 20.0
Hexadecane 10.33 3.8 ng 120886 3 9.91 635875 20.0
Heneicosane 10.80 7.0 ng 182791 4 11.39 520142 20.0
Heptacosane 11.25 3.8 ng 99007 4 11.39 520142 20.0
Hexadecanoic acid... 11.78 94.9 ng 2467590 4 11.39 520142 20.0
n-Hexadecanoic acid 11.92 7.3 ng 188737 4 11.39 520142 20.0
9,12-Octadecadien... 12.48 271.8 ng 7068690 4 11.39 520142 20.0
9-Octadecenoic ac... 12.50 152.2 ng 3958980 4 11.39 520142 20.0
Methyl stearate 12.57 49.6 ng 1290740 4 11.39 520142 20.0
9,12-Octadecadien... 12.61 14.5 ng 378244 4 11.39 520142 20.0
Oleic Acid 12.63 15.6 ng 404756 4 11.39 520142 20.0
Methyl 9.cis.,11.... 13.16 5.2 ng 127665 5 14.03 494534 20.0
Eicosanoic acid, ... 13.29 5.4 ng 133513 5 14.03 494534 20.0
unknownl13.72 13.72 6.4 ng 157183 5 14.03 494534 20.0
Docosanoic acid, ... 13.96 5.3 ng 129771 5 14.03 494534 20.0
unknownl16.21 16.21 3.6 ng 98550 6 15.51 549695 20.0
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