LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071618\

Data File : BF107431.D

Aca On - 17 Jul 2018 4:19 Instrument :
Operator : JU/SJ BNA_F

Sample : J3819-01 2X ClientSampleld :
Misc - AU-05-071318-A
ALS Vial : 23 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-BF071618 .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 5.207 484 488 492 rVB2 233439 247245 1.17% 0.254%
2 5.601 546 555 558 rBY 2306002 2073565 9.85% 2.130%
3 6.601 719 725 728 rBVY 2375374 2117468 10.05% 2.175%
4 6.748 746 750 754 rVB 2359662 2174007 10.32% 2.233%
5 6.984 786 790 793 rVB 1375419 1124950 5.34% 1.155%
6 7.137 810 816 820 rBVY 2008978 1696929 8.06% 1.743%
7 7.542 881 885 888 rBY 1581944 1305332 6.20% 1.341%
8 8.266 1004 1008 1011 rBV 1581801 1249727 5.93% 1.284%
9 9.336 1187 1190 1194 rVB 2519489 2226526 10.57% 2.287%
10 9.595 1231 1234 1241 rBV3 276481 251884 1.20% 0.259%

11 9.731 1254 1257 1261 rVB 506420 402384 1.91% 0.413%
12 9.942 1289 1293 1297 rVB 268633 224892 1.07% 0.231%
13 10.025 1304 1307 1310 rBV2 1382960 1216009 5.77% 1.249%
14 10.054 1310 1312 1315 rVB 892386 621132 2.95% 0.638%
15 10.442 1374 1378 1381 rBV 413702 334693 1.59% 0.344%

16 10.660 1410 1415 1417 rBV3 170734 214824 1.02% 0.221%
17 10.813 1438 1441 1445 rBV 1384628 1143714 5.43% 1.175%
18 10.913 1455 1458 1464 rBV 455773 573769 2.72% 0.589%
19 11.025 1473 1477 1480 rVB 2391671 1854536 8.81% 1.905%
20 11.366 1533 1535 1537 rVB 434936 302413 1.44% 0.311%

21 11.395 1537 1540 1547 rVB5 169229 262309 1.25% 0.269%
22 11.466 1550 1552 1556 rVB2 255403 215043 1.02% 0.221%
23 11.519 1557 1561 1564 rBV 1373461 1236147 5.87% 1.270%
24 11.801 1606 1609 1610 rBV2 581807 565737 2.69% 0.581%
25 11.825 1610 1613 1617 rVB 3402824 2974012 14.12% 3.054%

26 11.925 1621 1630 1632 rBV 11544901 21059156 100.00% 21.629%
27 12.066 1647 1654 1658 rBV2 1539622 2109182 10.02% 2.166%
28 12.154 1666 1669 1673 rVB2 201111 223129 1.06% 0.229%
29 12.201 1673 1677 1678 rBV3 389891 476876 2.26% 0.490%
30 12.219 1678 1680 1684 rVB2 846486 782725 3.72% 0.804%

31 12.301 1691 1694 1699 rVB2 1015895 965770 4_.59% 0.992%
32 12.354 1699 1703 1710 rBV9 244963 281373 1.34% 0.289%
33 12.724 1762 1766 1768 rVB 10285470 12876074 61.14% 13.224%
34 12.783 1768 1776 1781 rVV3 4347624 9142094 43.41% 9.389%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071618\

Data File : BF107431.D

Aca On - 17 Jul 2018 4:19 Instrument :
Operator : JU/SJ BNA_F

Sample : J3819-01 2X ClientSampleld :
Misc - AU-05-071318-A
ALS Vial : 23 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-BF071618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.836 1783 1785 1788 rVB2 681559 580242 2.76% 0.596%

36 12.936 1799 1802 1806 rVB2 2084764 1848244 8.78% 1.898%
37 12.995 1806 1812 1817 rVB4 413473 841329 4._.00% 0.864%
38 13.054 1819 1822 1826 rBV5 185061 243551 1.16% 0.250%
39 13.119 1829 1833 1836 rBV 2407416 2316155 11.00% 2.379%
40 13.295 1856 1863 1866 rVB5 662105 1218895 5.79% 1.252%

41 13.348 1866 1872 1878 rVB 2968024 4259555 20.23% 4_375%
42 13.419 1881 1884 1887 rBV 2521819 2254402 10.71% 2.315%
43 13.442 1887 1888 1892 rVB4 296221 211836 1.01% 0.218%
44 13.483 1892 1895 1898 rBvV4 310050 274474 1.30% 0.282%
45 13.530 1900 1903 1907 rVvB4 600395 548252 2.60% 0.563%

46 13.583 1910 1912 1916 rVB2 413087 355927 1.69% 0.366%
47 13.754 1938 1941 1945 rVB5 363089 490976 2.33% 0.504%
48 13.854 1952 1958 1961 rBV4 921841 1603864 7.62% 1.647%
49 14.089 1994 1998 2001 rBV 2020309 1740949 8.27% 1.788%
50 14.171 2008 2012 2015 rBV 1215205 1172240 5.57% 1.204%

51 14.618 2085 2088 2090 rBV2 209097 212323 1.01% 0.218%
52 14.648 2091 2093 2101 rVB9 257054 289034 1.37% 0.297%
53 14.713 2101 2104 2107 rBV 826192 696711 3.31% 0.716%
54 15.307 2202 2205 2207 rBV3 319810 373655 1.77% 0.384%
55 15.707 2269 2273 2278 rVB2 674334 909664 4._.32% 0.934%

56 16.183 2350 2354 2357 rVB5 282043 398304 1.89% 0.409%

Sum of corrected areas: 97366208
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF071618\

Data File : BF107431.D

Aca On - 17 Jul 2018 4:19

Operator : JU/SJ

a?ggle ; J3819-01 2X AU-05.071318.A
ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF107431.D

1.4e+07
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Abundance TIC: BF107431.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF071618\

Data File : BF107431.D

Aca On - 17 Jul 2018 4:19

Operator : JU/SJ

a?ggle ; J3819-01 2X AU-05.071318.A
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknown6.75 Concentration Rank 4

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

6.75 38.65 ng 2174010 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI102 014203-19-1 16
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
4 1H-Indazole. 3-methvl- 132 C8H8N2 1000316-00-2 10
5 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2 003620-08-4 10

Abundance Scan 750 (6.748 min): BF107431.D (-746) (-) m/z 132.00 100.00%
132.0
68.1
5000
L i s
6.40 6.60 6.80 7.00
o b Al | 1681 2444 8092 463 /7 68.10 57.92%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 R RARARARSS RARR MR B
69.0 6.40 6.60 6.80 7.00
m/z 65.95 39.71%
0 e T A BB O L e o2
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
132.0
640 660 680 7.00
5000 97.0 m/z 134.00 30.84%
31.0
L L L L U UL B WL W
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14503: 1H-Benzimidazole, 2-methyl- e
132.0 6.40 6.60 6.80 7.00
m/z 96.10 26 .22%
5000
28,0 630
0"“*fﬂ“JWh' T{rrrrfrrr oo SRR RS UL SRR
m'z--> 0 50 100 150 200 250 300 350 400 450 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF071618\

Data File : BF107431.D

Aca On - 17 Jul 2018 4:19

Operator : JU/SJ

a?ggle ; J3819-01 2X AU-05.071318.A
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Hexadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.91 9.28 ng 573769 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 76
2 Nonane. 5-(2-methvipropvl)- 184 C13H28 062185-53-9 72
3 Nonadecane 268 C19H40 000629-92-5 72
4 1-Decene. 4-methvl- 154 C11H22 013151-29-6 60
5 Heptane, 3,3-dimethyl- 128 C9H20 004032-86-4 53

Abundance Scan 1458 (10.913 min): BF107431.D (-1455) (-) m/z 57.10 100.00%

9.1
10.60 10.80 11. 00 11. 20
141.1 197.0 240.3
Ol bl o 250 SLD TP 2901 337.0 39004389 8132 Tqyz 71.10  98.30%
m/z--> 50 100 150 200 250 300 350 400 450 500

Abundance #83025: Hexadecane M
57.0

5000 L B T e s p
10. 60 1080 11. 00 11. 20

m/z 43.10 81.17%

H‘F?0141018302260

oAbl 0180280 e

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
10.60 10.80 11.00 11.20
5000 m/z 85.05 62.96%
126.0
o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #117637: Nonadecane B RaE e s s e
57.0 10.60 10.80 11.00 11.20
m/z 41.00 52.78%
5000
9.0
o | [}, 14101830 268.0
e
m/z--> 50 100 150 200 250 300 350 400 450 500 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF071618\

Data File : BF107431.D

Aca On - 17 Jul 2018 4:19

Operator : JU/SJ

a?ggle ; J3819-01 2X AU-05.071318.A
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Methyl tetradecanoate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.02 30.01 ng 1854540 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
2 Tridecanoic acid. 12-methvl-. me... 242 C15H3002 005129-58-8 90
3 Dodecanoic acid. methvl ester 214 C13H2602 000111-82-0 86
4 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 86
5 Undecanoic acid, 10-methyl-, met... 214 C13H2602 005129-56-6 86
Abundance Scan 1476 (11.019 min): BF107431.D (-1473) (-) m/z 73.95 100.00%
74.0
5000
41,1
199.2 10,80 11.00 11.20 11.40
oﬁ—rrJuU; S15.7 3655 41881 "hn/z 87.00 65.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #95859: Methyl tetradecanoate
74.0
A
5000 IR PN SUNILE SR B
10.80 11.00 11.20 11.40
41.0 143.0 199.0 m/z 43.00 36.66%
oL— \I jl' “:‘ I‘n\l:\!'l\lflllo\l I‘I\I —r ‘l" |2|4|‘20| T
m/z--> 50 100 150 200 250 300 350 400
Abundance
74.0
10.80 11.00 11.20 11.40
5000 m/z 41.10 32.17%
41,0
1430 1990
o 111.0 242.0
mz-> 50 100 150 200 250 300 350 400
Abundance #72688: Dodecanoic acid, methyl ester
74.0 10.80 11.00 11.20 11.40
m/z 55.00 31.24%
5000
41.0
143.0
83.0
0----H|J-J-‘-k-:‘lllfl‘.-0--|----|2]-5-'0-- LI S B L L I o B e B
m/z--> 50 100 150 200 250 300 350 400 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF071618\

Data File : BF107431.D

Aca On - 17 Jul 2018 4:19

Operator : JU/SJ

a?ggle ; J3819-01 2X AU-05.071318.A
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 9-Hexadecenoic acid, methyl... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.80 9.15 ng 565737 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 92
2 cis-10-Heptadecenoic acid. methy... 282 C18H3402 1000333-62-1 70
3 7-Hexadecenoic acid. methvl este... 268 C17H3202 056875-67-3 62
4 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 62
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 49
Abundance Scan 1609 (11.801 min): BF107431.D (-1606) (-) 55.10 100.00%

1

5000

N

11.40 11.60 11.80 12.00 12.20
. 382.6 .
0 337.6 42241 "m/z 42.95 74.93%

m/z--> 50 100 150 200 250 300 350 400
Abundance #117513: 9-Hexadecenoic acid, methyl ester, (2)-
55.0
5000 96.0

11.40 11.60 11.80 12.00 12.20
152.0 194.0 236.0 m/z 57.00 66.11%

o H‘H‘H‘ \Ihhmln\w“l‘w ui\‘hlul N 'h“l : h 2|6|9|O| A
m/z--> 50 100 150 200 250 300 350 400
Abundance
55.0

11.40 11.60 11.80 12.00 12.20

137.1

236.2

5000 97.0 m/z 41.00 63.22%
166.0 208.0 250.0
0150 129.0 283.0
L A e A m
m/z--> 50 100 150 200 250 300 350 400
Abundance #117506: 7-Hexadecenoic acid, methyl ester, (2)- H—rA-v-rﬁ-v‘
55.0 11.40 11.60 11.80 12.00 12.20

m/z 69.10 46.87%

5000 87.0
23.
o k., ‘.1550 193.0 236.0269.0
e a1 N ——

m/z--> 50 100 150 200 250 300 350 400 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF071618\

Data File : BF107431.D

Aca On - 17 Jul 2018 4:19

Operator : JU/SJ

a?ggle ; J3819-01 2X AU-05.071318.A
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 7-Hexadecenoic acid, methyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.82 48.12 ng 2974010 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 91
2 7-Hexadecenoic acid. methvl este... 268 C17H3202 056875-67-3 83
3 4-Tetradecene. 2.3.4-trimethvl- 238 C17H34 055103-81-6 55
4 cis-2-Methvl-4-n-pentvlthiane. S... 218 C11H2202S 1000215-67-9 55
5 1,19-Eicosadiene 278 C20H38 014811-95-1 43
Abundance Scan 1612 (11.819 min): BF107431.D (-1610) (-) m/z 55.00 100.00%
5.0
5000
7.1
152.1 194.2 236.2 11.60 11.80 12.00 12.20
0 .- IJ.;.,., bk ek 20423138 39304343 4875 | 'm/z 41.05  77.88%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #117511: 9-Hexadecenoic acid, methyl ester, (2)-
55.0
5000
7.0 11.60 11.80 12.00 12.20
m/z 69.10 61.16%
152.0 194.0 236.0 1
0 .ﬁ‘l‘“.“‘ ﬂwuw‘\m\lh\l\\i“I.“ |L||||“|||||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
55.0
11.60 11.80 12.00 12.20
5000 96.0 m/z 74.05 45 _.93%
O T e o L B I
m/z--> 55 160 1éo 260 2éo 360 3%0 460 4%0 560
Abundance #92579: 4-Tetradecene, 2,3,4-trimethyl- R mE b
69.0 11.60 11.80 12.00 12.20
m/z 43.05 45 _.67%
5000
11.0
‘ ’ { 194.0 237.0
O T o T o o T B o o o B o B B
m/z--> 55 160 1éo 260 250 360 3%0 460 4%0 560 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF071618\

Data File : BF107431.D

Aca On - 17 Jul 2018 4:19

Operator : JU/SJ

a?ggle ; J3819-01 2X AU-05.071318.A
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Hexadecanoic acid, methyl e... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.92 340.72 ng 21059200 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 97
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 93
3 Dodecanoic acid. 10-methvl-. met... 228 C14H2802 005129-65-7 83
4 Pentadecanoic acid. 14-methvl-., ... 270 C17H3402 005129-60-2 81
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 80
Abundance Scan 1629 (11.919 min): BF107431.D (-1621) (-) m/z 74.00 100.00%
74.0
43.1
5000
‘ 143.1 AR AR AR AR
2
97.1 185.2 270.3 11.60 11.80 12.00 12.20
0...,-.-. .-.||, WM gery | 1631 18022055 | 24852703 ol 00 g an
m/z--> 80 100 120 140 160 180 200 220 240 260 280
Abundance #119408: Hexadecanoic acid, methy! ester
74.0
5000 AR ﬁ"}'l""l"m'
43.0 11.60 11.80 12.00 12.20
143.0 m/z 43.10 54 _.95Y%
miz--> """"""8'0"'1'66"1'56"1'216"1'66"1'86"éoé"ézé"z'46"éé6"ééc')'
Abundance
74.0
11.60 11.80 12.00 12.20
5000 43.0 m/z 41.10 47 .38%
. 97.0 143.0 185.0 228.0
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84514: Dodecanoic acid, 10-methyl-, methyl ester
74.0 11.60 11.80 12.00 12.20

m/z 55.00 39.18%

5000 143.0

185.0

9.0 228.0

0 53‘ | \h‘\‘ u\} Ll ‘163Tq ‘\ \‘
T T e T e

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107431.D

Aca On 17 Jul 2018 4:19

Operator : JU/SJ

Sample : J3819-01 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 6

Peak Number 8 n-Hexadecanoic acid

R.T. EstConc Area Relative to ISTD R.T.
12.07 34.13 ng 2109180 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Octadecanoic acid 284 C18H3602 000057-11-4 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 1655 (12.072 min): BF107431.D (-1647) (-) m/z 73.00 100.00%
410 730
5000 129.0
157.1185.2 2152
91 Pl{l‘lﬁg 5100 3102 11.80 12.00 12.20 12.40
0! il b b e P S m/z 60.00 87.87%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 L R B BRI U
11.80 12.00 12.20 12.40
Hgm 1570185 02130 256.0 m/z 41.00 83.31%
oL— "“IH‘ h H“ M‘H \u\ i I\ : ‘. .‘ .‘. ‘I N A “. —— —
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 73.0
nmnmnmnm
5000 129.0 43.05 78.65%
199.0
101.0 157.0 242.0
Y AT ) I A W U S ——
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43.0,,73.0 nmnmnmnm
55.05 74 .90%
5000 129.0
H H gﬁ'o 1850 2410 2840
oL— ‘.‘ ‘.J ‘\"IL ‘J'i.”l‘.‘llszlo.‘ .“. ‘2;.3..0‘. .‘ — .{. —
m/z--> 50 100 150 200 250 300 350 11.80 12.00 12.20 12.40

AU-05-071318-A

8270-BF071618_.M Tue Jul 17 14:05:03 2018

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF071618\

Data File : BF107431.D

Aca On - 17 Jul 2018 4:19

Operator : JU/SJ

a?ggle ; J3819-01 2X AU-05.071318.A
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 cis-10-Heptadecenoic acid, ... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.22 12.66 ng 782725 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-10-Heptadecenoic acid. methv... 282 C18H3402 1000333-62-1 87
2 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 72
3 9-Octadecenoic acid (2)-. methvl._.. 296 C19H3602 000112-62-9 64
4 Methvl 8-heptadecenoate 282 C18H3402 1000336-36-4 58
5 Cyclohexane, 1-(cyclohexylmethyl... 208 C15H28 054934-92-8 38
Abundance Scan 1680 (12.219 min): BF107431.D (-1678) (-) m/z 55.05 100.00%

5000 97.0

_

137.0 208.2 251.2
. . 12.00 12.20 12.40 12.60
1y2.0
o e g 3876 4282 o769 10 65.874%

m/z--> 50 100 150 200 250 300 350 400
Abundance #129385: cis-10-Heptadecenoic acid, methyl ester

E

5000 97.0
12.00 12.20 12.40 12.60

m/z 81.10 58.94%

166.0 208.0 250.0

0150 u‘“‘ﬂ‘l‘P%n\ \‘\ \ — IML + h 2|8|2|0| T
m/z--> 50 100 150 200 250 300 350 400
Abundance
55.0
L
12.00 12.20 12.40 12.60
5000 97.0 m/z 67.00 56.94%
264.0
222.0
15.0 137.0 180.0 296.0
oA b bl e L
m/z--> 50 100 150 200 250 300 350 400
Abundance #141303: 9-Octadecenoic acid (2)-, methyl ester
55.0 12.00 12.20 12.40 12.60
m/z 83.10 56.93%
5000
6.0
15. ‘ l jI[3J70 180.0 222.0 264 02960
0 T R ..
m/z--> 50 10 150 200 250 300 350 400 12.00 12.20 12.40 12.60

8270-BF071618_.M Tue Jul 17 14:05:03 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF071618\

Data File : BF107431.D

Aca On - 17 Jul 2018 4:19

Operator : JU/SJ

a?ggle ; J3819-01 2X AU-05.071318.A
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Hexadecanoic acid, 14-methy... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.30 15.63 ng 965770 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 14-methvl-., m... 284 C18H3602 002490-49-5 97
2 Tridecanoic acid. 12-methvl-. me... 242 C15H3002 005129-58-8 93
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
4 Methvl stearate 298 C19H3802 000112-61-8 90
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 87

Abundance Scan 1694 (12.301 min): BF107431.D (-1691) (-) m/z 74.00 100.00%

74.0
5000 j
© 1991 241.3

12 00 12.20 12.40 12.60
284.4
0! 336.0 388.8 527.9 87.05 37 _48%

/z
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #131318: Hexadecanoic acid, 14-methyl-, methyl ester
74.0
5000

12.00 12.20 12.40 12.60

0
29. 3. 19902410284.0 m/z 43.10 47 .52%
0 Abﬂkﬂ.HJ.LL....“...r.uk,..”,....“...,.”.,..”
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
74.0
12.00 12.20 12.40 12.60
5000 m/z 55.00 36.50%
1430 1990
29.0 242.0
O T T T T T T
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #95859: Methyl tetradecanoate
74.0 12.00 12.20 12.40 12.60
m/z 41.05 30.03%
5000
143.0
20.0 | | %420
T o T e L o = e
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500 12.00 12.20 12.40 12.60

8270-BF071618_.M Tue Jul 17 14:05:04 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107431.D

Aca On 17 Jul 2018 4:19

Operator : JU/SJ

Sample : J3819-01 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

AU-05-071318-A

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Octadecanoic acid

Concentration Rank 15

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

12.84 9.39 ng 580242 Phenanthrene-d10 11.52

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 81
2 Pentadecanoic acid 242 C15H3002 001002-84-2 70
3 Tetradecanoic acid 228 C14H2802 000544-63-8 68
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 1-Propyl 16-methyl-heptadecanoate 326 C21H4202 1000336-66-3 53

Abundance Scan 1786 (12.842 min): BF107431.D (-1783) (-)

57,0

129.1

185.2

5000

o 330.1
m/z--> 0 50 100 150 200 250 300 350 400 450

410.4 464.5 546.5

500 550

Abundance #131262: Octadecanoic acid

73.0

5000§ 28.
185.0 241.0

0<
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

73.0
12.60 12.80 13.00 13.20
5000 129.0 m/z 129.05 77 .32%
24 199.0242.0

oy e e e

m/z-> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #84452: Tetradecanoic acid

.0

5000

m/z--> 0 50 100 150 200 250 300 350 400 450

500 550

m/z 57.05 100.00%

12.60 12.80 13.00 13.20

m/z 60.00 93.50%

12.60 12.80 13.00 13.20

m/z 73.00 89.04%

12.60 12.80 13.00 13.20

m/z 185.15 68.19%

12.60 12.80 13.00 13.20

8270-BF071618_.M Tue Jul 17 14:05:05 2018

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF071618\

Data File : BF107431.D

Aca On - 17 Jul 2018 4:19

Operator : JU/SJ

a?ggle ; J3819-01 2X AU-05.071318.A
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Methyl 9.cis.,11l.trans.t,13... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.30 20.80 ng 1218900 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 9.cis..ll.trans.t.13.tran... 292 C19H3202 1000336-42-6 89
2 Bicvclol3.3.11non-2-en-9-one 136 C9H120 004844-11-5 87
3 Borazine. 2-methvl- 95 CH8B3N3 021127-95-7 64
4 1.3-Cvclododecadiene. (E.Z)- 164 C12H20 001129-92-6 64
5 6,9,12-0Octadecatrienoic acid, me... 292 C19H3202 002676-41-7 62
Abundance Scan 1864 (13.301 min): BF107431.D (-1856) (-) m/z 79.10 100.00%
1
215.0
41,
5000
381 428 518.7 13.00 13.20 13.40 13.60
0 m/z 55.00 97.07%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138094: Methyl 9.cis.,11.trans.t,13.trans.-octadecatrienoate
79. 292.0
5000 RN BN B
21.0 13.00 13.20 13.40 13.60
63.0 m/z 91.00 82.38%
o) - IMMIM‘I\\ M Ij’llJ:HOI:;:OI sz]"g?l ; "I i B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
79.0
136.0 13.00 13.20 13.40 13.60
5000/ 390 m/z 67.00 80.57%
S L L U UL UL L L L B B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #2691: Borazine, 2-methyl- e A REEEE St
80.0 13.00 13.20 13.40 13.60
m/z 215.00 72.18%
5000
=)
O'LM“"|'”'|'”'|'“'|'“'|'”'|'”'|'”'|'”'|'” RN BN B
m/z--> 50 100 150 200 250 300 350 400 450 500 13.00 13.20 13.40 13.60

8270-BF071618_.M Tue Jul 17 14:05:05 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF071618\

Data File : BF107431.D

Aca On - 17 Jul 2018 4:19

Operator : JU/SJ

a?ggle ; J3819-01 2X AU-05.071318.A
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 11-Eicosenoic acid, methyl ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.35 72.67 ng 4259560 Chrysene-di12 14 .17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Eicosenoic acid. methvl ester 324 C21H4002 003946-08-5 99
2 cis-11-Eicosenoic acid. methvl e... 324 C21H4002 1000333-63-8 91
3 cis-13-Eicosenoic acid. methvl e... 324 C21H4002 1000333-52-1 91
4 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 87
5 cis-13-0ctadecenoic acid, methyl... 296 C19H3602 1000333-58-3 76
Abundance Scan 1872 (13.348 min): BF107431.D (-1866) (-) m/z 55.00 100.00%
58.0

5000
137.0  208.2250.2292.3 1530I0I IléZIOI IZI.I34IOI Ilée:ol o
o 346.1 393.0437.2 523.1 m/z 41.10 74 .51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #164508: 11-Eicosenoic acid, methyl ester
55.0

5000 LA L L L L LB L
13.00 13.20 13.40 13.60
m/z 69.10 66.56%
39.0
Ofrrr
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55.0
R A e e
97.0 13.00 13.20 13.40 13.60
5000 ' m/z 83.00 55.27%
292.0
137.0  208.0250.0
15.0
o A g Lt e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #164512: cis-13-Eicosenoic acid, methy! ester T e
13.00 13.20 13.40 13.60
m/z 43.00 54.01%
5000

38.0 208.0250.0

I I T I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.00 13.20 13.40 13.60

8270-BF071618_.M Tue Jul 17 14:05:06 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107431.D

Aca On 17 Jul 2018 4:19

Operator : JU/SJ

Sample : J3819-01 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Methyl 18-methylnonadecanoate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.42 38.46 ng 2254400  Chrysene-d12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Methvl 18-methvinonadecanoate 326 C21H4202 1000352-20-6 98

001731-92-6 95
002490-49-5 94

2 Heptadecanoic acid. methvl ester 284 C18H3602
3 Hexadecanoic acid. 14-methvl-. m... 284 C18H3602

AU-05-071318-A

4 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 93
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
Abundance Scan 1884 (13.419 min): BF107431.D (-1881) (-) m/z 74.00 100.00%
74.0
5000
143.0
185.2 2272 283.3 550 4 13.20 13.40 13.60 13.80
- S 366.8 43304511 m/z 87.00  78.95%
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #166215: Methyl 18-methylnonadecanoate
74.0
5000
13.20 13.40 13.60 13.80
1430 ya3.0 3260 m/z 43.10 49.80%
200 ||| oo
! i 0 )OO P St
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance
74.0
A i e
13.20 13.40 13.60 13.80
5000 m/z 55.00 41.88%
284.0
29.0 143.0
1850 241.0
o T R
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #131316: Hexadecanoic acid, 14-methyl-, methy! ester A e m s R
74.0 13.20 13.40 13.60 13.80
m/z 41.10 38.47%
5000
2. V‘ N 14:\3 1850 2410 28H0
0....,.”u;..t.“..n\..”H....,”..,...w....,.”. VRN s

m/z--> 0 50 100 150 200 250 300 350 400 450 13.20 13.40 13.60 13 80

8270-BF071618_.M Tue Jul 17 14:05:07 2018

Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF071618\

Data File : BF107431.D

Aca On - 17 Jul 2018 4:19

Operator : JU/SJ

a?ggle ; J3819-01 2X AU-05.071318.A
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknownl3.53 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.53 9.35 ng 548252 Chrysene-di12 14 .17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 000547-60-4 38
2 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 015358-88-0 27
3 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 018358-53-7 16
4 Cvclopentanecarboxvlic acid. 1-(... 210 C12H1803 112825-89-5 15
5 2-Butyl-3-methyl-5-(2-methylprop... 222 C15H260 1000281-10-7 12
Abundance Scan 1903 (13.530 min): BF107431.D (-1900) (-) m/z 55.00 100.00%
5000
216.1 AN BN SN B
202 6 13.20 13.40 13.60 13.80
o 55.9 320.8 421.4 499.4 n/z 41.00 49 48%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #25370: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a...
55.
5000 5.0 RN ISR BN SR
: 13.20 13.40 13.60 13.80
m/z 95.10 42 .31%
‘ 152.0
0 .H.l“l“‘.“‘l“.‘“.‘ld‘...|‘....|....|....|....|....|....|....|.
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
55.0
13.20 13.40 13.60 13.80
5000 m/z 43.10 40.45%
95.0
152.0
G L L A UL UL L LS UL S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #25246: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl- L A o
55.0 13.20 13.40 13.60 13.80
m/z 153.10 37.26%
5000
5.0
152.0
ob 4y 4w Ay o e VULV L,
m/z--> 55 160 1%0 260 2%0 360 3%0 460 4éo 560 13.20 13.40 1560 13.80 '

8270-BF071618_.M Tue Jul 17 14:05:07 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF071618\

Data File : BF107431.D

Aca On - 17 Jul 2018 4:19

Operator : JU/SJ

a?ggle ; J3819-01 2X AU-05.071318.A
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknownl3.75 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.75 8.38 ng 490976 Chrysene-di12 14 .17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Thiopheneacetic acid. dodecvyl ... 310 C18H3002S 1000278-91-7 25
2 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 25
3 Tetradecanoic acid. 12-methvl-. ... 256 C16H3202 005129-66-8 25
4 Tridecanoic acid. methyl ester 228 C14H2802 001731-88-0 25
5 Undecanoic acid, methyl ester 200 C12H2402 001731-86-8 25
Abundance Scan 1940 (13.748 min): BF107431.D (-1938) (-) m/z 97.00 100.00%
91.0
430 169.1
5000

13.40 13.60 13.80 14.00
m/z 43.00 64.97%

o 355.0 401.2 464.0

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #152915: 2-Thiopheneacetic acid, dodecy! ester
97.0
5000 430 T LR B TTT T TT T[T
13. 40 13. 60 13. 80 14.00
m/z 67.00 60.81%
Dl 20 e awo
o ..“,‘“‘.:.‘.‘,....“,....,....,....,....,....,....,..
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
74.0
o LA oA
13.40 13.60 13.80 14.00
5000 m/z 169.10 56.73%
143.0
29.0 213.0 256.0
0....,....,....,....,....,....“...,....,....,..
m/z--> 100 150 200 250 300 350 400 450
Abundance #107610 Tetradecanoic acid, 12-methyl-, methyl ester R R e S ee
74. 13.40 13.60 13.80 14.00
m/z 55.00 53.28%
5000
143 0 1990 256.0
0 ‘.Lhu.,....yh..,h...“...,...w....,.. S itk ot M chesaes
m/z--> 100 150 200 250 300 350 400 450 13. 40 13. 60 13. 80 14.00

8270-BF071618_.M Tue Jul 17 14:05:08 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF071618\

Data File : BF107431.D

Aca On - 17 Jul 2018 4:19

Operator : JU/SJ

a?ggle ; J3819-01 2X AU-05.071318.A
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Cedrol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

13.85 27.36 ng 1603860 Chrysene-di12 14 .17

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cedrol 222 C15H260 000077-53-2 50
2 3.7.11.Trimethyl-8.10- dodecedie... 266 C17H3002 1000374-10-3 22
3 1.1-Cvclohexane diacetic acid 200 C10H1604 009355-11-7 14
4 Cvclopentaneethanol. 2-Chvdroxvm... 172 C10H2002 000485-42-7 14
5 Naphthalene, decahydro-2,2-dimet... 166 C12H22 031124-85-3 11

Abundance Scan 1957 (13.848 min): BF107431.D (-1952) (-) m/z 81.10 100.00%

5000

237.2 A RRAnsmaa IR
13.60 13.80 14.00 14.20

308.3
o 368.6 429.4 483.3 546.3 m/z 95.10 90.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #79365: Cedrol
95.0
151.0
5000 LA L L L L L LB
410 1360 13.80 14.00 14.20
; 0
207.0 m/z 151.10 46 .00%
04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
81.0
T e T
13.60 13.80 14.00 14.20
5000 m/z 55.00 39.53%
137.0
o 38i0 1910  266.0
L o o o i B B o B B B B e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #60807: 1,1-Cyclohexane diacetic acid B s L S
81.0 13.60 13.80 14.00 14.20

m/z 67.00 33.64%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13 60 13. 80 14. OO 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF071618\

Data File : BF107431.D

Aca On - 17 Jul 2018 4:19

Operator : JU/SJ

a?ggle ; J3819-01 2X AU-05.071318.A
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Methyl 20-methyl-heneicosan... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.09 29.70 ng 1740950 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 20-methvl-heneicosanoate 354 C23H4602 1000336-47-4 98
2 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 98
3 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 93
4 Methvl stearate 298 C19H3802 000112-61-8 90
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 87

Abundance Scan 1998 (14.089 min): BF107431.D (-1994) (-) m/z 73.95 100.00%

74.0

5000

23 13.80 14.00 14.20 14.40
542, m/z 87.05 75.81%

255.3 311.3354 4 404.4 450.5

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #186936: Methy| 20-methyl-heneicosanoate
74.0
5000 s T 1430 Tado
143.0 354.0
11.0 m/z 43.10 50.61%
‘ ‘ ‘ 199.0 255.0 ‘
NN Y S O O N
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
74.0
L i MM e
13.80 14.00 14.20 14.40
5000 m/z 55.00 39.32%
143.0 354.0
29.0 199.0 255.0 3110
ol et e e ey
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #154941: Nonadecanoic acid, methy! ester R EEEEE S
74.0 13.80 14.00 14.20 14.40
m/z 41.10 31.74%
5000
143.0
ah| ), T g mmono
e Y RN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13. 80 14. 00 14 20 14. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF071618\

Data File : BF107431.D

Aca On - 17 Jul 2018 4:19

Operator : JU/SJ

a?ggle ; J3819-01 2X AU-05.071318.A
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Pentacosanoic acid, methyl ... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.71 11.89 ng 696711 Chrysene-di12 14 .17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosanoic acid. methvl ester 396 C26H5202 055373-89-2 95
2 Methvl 18-methvlicosanoate 340 C22H4402 1000352-20-5 93
3 Heneicosanoic acid. methvl ester 340 C22H4402 006064-90-0 93
4 Tetracosanoic acid. methvl ester 382 C25H5002 002442-49-1 91
5 Hexadecanoic acid, 14-methyl-, m... 284 C18H3602 002490-49-5 91
Abundance Scan 2104 (14.713 min): BF107431.D (-2101) (-) m/z 74.10 100.00%

1

5000

143.1

199.2

““041.3283.3 339.4 14.40 14.60 14.80 15.00

m/z 86.95 68.19%

0 382.6 433.2 481.3524.7

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #210504: Pentacosanoic acid, methyl ester
74.0

5000
14.40 14.60 14.80 15.00

143.0 396.0 m/z 43.10 52.10%
Mhm‘ m%z%ﬁwo%@

O A e e ey
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
74.0
R RmaE R
14.40 14.60 14.80 15.00
5000 m/z 55.00 45.44%
143.0 340.0
29.0 199.0241.0 2970
Ot b e ey
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #177152: Heneicosanoic acid, methyl ester R R BEE S
74.0 14.40 14.60 14.80 15.00
m/z 57.10 36.86%
5000
200 |||, | 19902410 270
o} SRR W ¥ OO O S AN S M e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.40 14.60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF071618\

Data File : BF107431.D

Aca On - 17 Jul 2018 4:19

Operator : JU/SJ

a?ggle ; J3819-01 2X AU-05.071318.A
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Pentacosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.18 8.76 ng 398304 Perylene-d12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 90
2 Nonadecane 268 C19H40 000629-92-5 90
3 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 2353 (16.177 min): BF107431.D (-2350) (-) m/z 71.10 100.00%
711
5000
[3.0 161.1 o 15180 16.00 1620 1640
X 369.4 459.3 - : - :
Ol 2 i A2 0082 m/z 57.00 78.35%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #185533: Pentacosane
57.0
5000 LA BN DU B B

15.80 16.00 16.20 16.40
m/z 85.00 70.28%

‘h % Jl 10}8302250261030903520

Ottt B bt kMMM
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
I REEE B R
15.80 16.00 16.20 16.40
5000 m/z 43.10 68.59%
o 99.0 141.0183.0225, 0268 0
e e e T e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #105890: Heptadecane, 8-methyl- R R ma e AR
57.0 15.80 16.00 16.20 16.40
m/z 99.10 31.43%
5000
126.0
o ] ﬂ6902110254°
R B B L e  EEEmmE  REEE B
m/z--> 50 100 150 200 250 300 350 400 450 500 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF071618\

Data File : BF107431.D

Acq On = 17 Jul 2018 4:19 Instrument :
Operator : JU/SJ BNA_F

Sample : J3819-01 2X ClientSampleld :
Misc - AU-05-071318-A
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618_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]
unknown6.75 6.75 38.6 ng 2174010 1 6.98 1124950 20.0
Hexadecane 10.91 9.3 ng 573769 4 11.52 1236150 20.0
Methyl tetradecan... 11.02 30.0 ng 1854540 4 11.52 1236150 20.0
9-Hexadecenoic ac... 11.80 9.2 ng 565737 4 11.52 1236150 20.0
7-Hexadecenoic ac... 11.82 48.1 ng 2974010 4 11.52 1236150 20.0
Hexadecanoic acid... 11.92 340.7 ng 21059200 4 11.52 1236150 20.0
n-Hexadecanoic acid 12.07 34.1 ng 2109180 4 11.52 1236150 20.0
cis-10-Heptadecen... 12.22 12.7 ng 782725 4 11.52 1236150 20.0
Hexadecanoic acid... 12.30 15.6 ng 965770 4 11.52 1236150 20.0
Octadecanoic acid 12.84 9.4 ng 580242 4 11.52 1236150 20.0
Methyl 9.cis.,11.... 13.30 20.8 ng 1218900 5 14.17 1172240 20.0
11-Eicosenoic aci... 13.35 72.7 ng 4259560 5 14.17 1172240 20.0
Methyl 18-methyln... 13.42 38.5 ng 2254400 5 14.17 1172240 20.0
unknownl13.53 13.53 9.3 ng 548252 5 14.17 1172240 20.0
unknownl13.75 13.75 8.4 ng 490976 5 14.17 1172240 20.0
Cedrol 13.85 27.4 ng 1603860 5 14.17 1172240 20.0
Methyl 20-methyl-... 14.09 29.7 ng 1740950 5 14.17 1172240 20.0
Pentacosanoic aci... 14.71 11.9 ng 696711 5 14.17 1172240 20.0
Pentacosane 16.18 8.8 ng 398304 6 15.71 909664 20.0
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