LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111218\
Data File : BF110693.D

Aca On : 12 Nov 2018 23:49

Operator : JU/SJ

Sample : J5766-01 2X

Misc :

ALS Vial : 24 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-BF110818 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.228 20 24 35 rvB 108651 144437 3.03% 0.592%
2 5.557 587 590 607 rBY 1128672 1168830 24.55% 4.792%
3 6.569 757 762 772 rBV 1240772 1315362 27.63% 5.393%
4 6.710 783 786 790 rBVY 1519255 1276875 26.82% 5.235%
5 6.940 822 825 832 rBV 609910 578738 12.16% 2.373%
6 7.098 848 852 868 rVB 1120651 958846 20.14% 3.931%
7 7.504 918 921 937 rBV 743652 805802 16.93% 3.304%
8 8.228 1040 1044 1058 rBV 741872 764360 16.06% 3.134%
9 9.298 1222 1226 1234 rBV 1542949 1327944 27.90% 5.445%
10 9.692 1289 1293 1297 rBV 249758 249251 5.24% 1.022%
11 9.892 1323 1327 1331 rBV 56953 51417 1.08% 0.211%
12 9.986 1339 1343 1348 rBV 821527 758470 15.93% 3.110%
13 10.392 1409 1412 1415 rBvV 106697 79667 1.67% 0.327%
14 10.610 1445 1449 1452 rBvV 53153 63884 1.34% 0.262%

15 10.775 1474 1477 1486 rBV 612468 601952 12.65% 2.468%

16 10.869 1489 1493 1502 rVB 118458 165520 3.48% 0.679%

17 11.316 1566 1569 1571 rBV 115717 88033 1.85% 0.361%
18 11.345 1571 1574 1580 rVB2 49314 53686 1.13% 0.220%
19 11.475 1593 1596 1600 rBV 633018 644257 13.53% 2.642%
20 11.739 1638 1641 1644 rBV 98549 76944 1.62% 0.315%

21 11.845 1655 1659 1662 rBV 1750762 1368366 28.75% 5.610%
22 11.980 1679 1682 1690 rBV3 80760 104237 2.19% 0.427%
23 12.151 1708 1711 1718 rVB 82229 85206 1.79% 0.349%
24 12.539 1772 1777 1779 rBV 4343334 4760240 100.00% 19.518%
25 12.563 1779 1781 1786 rVB2 3316663 2970457 62.40% 12.179%

26 12.639 1791 1794 1797 rVB 713835 572043 12.02% 2.345%

27 12.698 1801 1804 1806 rBV 58273 51514 1.08% 0.211%
28 12.769 1814 1816 1822 rVB 98532 88932 1.87% 0.365%
29 12.874 1831 1834 1837 rBV 105974 95293 2.00% 0.391%
30 12.910 1837 1840 1842 rVV 68386 61483 1.29% 0.252%
31 12.933 1842 1844 1849 rVB 53693 51817 1.09% 0.212%
32 13.057 1861 1865 1868 rBV 1043733 870310 18.28% 3.568%
33 13.198 1886 1889 1891 rBV 90708 79705 1.67% 0.327%
34 13.286 1903 1904 1912 rVB5 66358 55501 1.17% 0.228%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111218\
Data File : BF110693.D

Aca On : 12 Nov 2018 23:49

Operator : JU/SJ

Sample : J5766-01 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.363 1913 1917 1920 rBV 91052 86162 1.81% 0.353%

36 13.939 2011 2015 2020 rBV 129718 162509 3.41% 0.666%
37 14.127 2043 2047 2050 rBV 618117 555005 11.66% 2.276%

38 14.251 2065 2068 2072 rVB 52373 48891 1.03% 0.200%
39 14.557 2117 2120 2128 rBV 101521 127828 2.69% 0.524%
40 14.874 2171 2174 2177 rVB 96472 89913 1.89% 0.369%

41 15.221 2231 2233 2238 rVB 117427 132061 2.77% 0.541%
42 15.621 2297 2301 2303 rBVY 85186 113543 2.39% 0.466%
43 15.657 2303 2307 2311 rVB 283170 369499 7.76% 1.515%
44 16.068 2374 2377 2385 rVB 86226 141883 2.98% 0.582%

45 16.598 2464 2467 2472 rVB2 61145 90486 1.90% 0.371%
46 16.809 2500 2503 2510 rVvB3 48262 82337 1.73% 0.338%
Sum of corrected areas: 24389496
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111218\
Data File : BF110693.D

Aca On : 12 Nov 2018 23:49

Operator : JU/SJ

Sample : J5766-01 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF110693.D
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1000000 750
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T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF110693.D
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2000000 11.85
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1000000 9.99
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Abundance TIC: BF110693.D
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14.13

15.66
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T
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111218\
Data File : BF110693.D

Aca On : 12 Nov 2018 23:49

Operator : JU/SJ

Sample : J5766-01 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 11

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

2.23 4.99 ng 144437 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35

Abundance Scan 24 (2.228 min): BF110693.D (-20) (-) m/z 73.10 100.00%
741
5000 43.0
55.1 87.1
| 2.20 2.30 2.40 2.50 2.60
Obrrr et e e e || M/ 43.05 40 47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
43.0 2.20 2.30 2.40 2.50 2.60
- 550 87.0 m/z 55.10 30.74%
29.0
G R R A A AN SRS AR RARES RSN LA RARRN SRR RARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
2.20 2.30 2.40 2.50 2.60
5000 41.0 550 m/z 87.10 25.97%
29.0
o L ‘ Al w ‘ . 99.0 112.0 129.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8392: 3-Pentanal, 2,4-dimethyl-
3.0 2.20 2.30 2.40 2.50 2.60
m/z 40.95 14.02%
5000 550
43.0
27.0
ol 150 ), M“\ J L 850 980 1150
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111218\
Data File : BF110693.D

Aca On : 12 Nov 2018 23:49

Operator : JU/SJ

Sample : J5766-01 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown6.71 Concentration Rank 3

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

6.71 44_.13 ng 1276880 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 786 (6.710 min): BF110693.D (-783) (-) m/z 132.00 100.00%
132.0
5000 68.0
400 9%.0 TR T T
-0 54,0 . . .
0 gL.0 e — m/z 68.05 41.53%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 6r.0 S AR A AR AR
6.40 6.60 6.80 7.00
m/z 134.00 32.61%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 o5 ok oo b
5000 9go 1160 m/z 65.95 26 .84%
0: IIIIIII‘I\I\I\IIwI‘MI ||“|||‘H“||‘|“|||‘H||||EI-5|8|.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene
132.0 6.40 6.60 6.80 7.00
m/z 69.05 16.47%
5000
63.0 81.0
0 3]\-0 SQ'O\ m‘ Ly | ‘\ | 99'\0 \11%0 |
mz-> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111218\
Data File : BF110693.D

Aca On : 12 Nov 2018 23:49

Operator : JU/SJ

Sample : J5766-01 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 5 Hexadecanoic acid, methyl e... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.85 42 .48 ng 1368370 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
3 Decanoic acid. methvl ester 186 C1l1H2202 000110-42-9 87
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 87
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 86
Abundance Scan 1660 (11.851 min): BF110693.D (-1655) (-) m/z 74.00 100.00%
74.0
5000
43.0
070 o | 2272 1160 11180 15,00 1230
185.1 270.3 . . . .
0 ,....-,'...:||,.-.|l.. Mo d2e | sesi e Lo 2% w7z 87.00 78.17%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 L SR BRI IR U
43.0 1160 11.80 12.00 12.20
143.0 m/z 43.05 34 .95%
| 101.0 | 1710 1990 227.0 270.0
o SRS S S T v e N
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107596: Pentadecanoic acid, methyl ester
74.0
11.60 11.80 12.00 12.20
5000 m/z 55.05 29.37%
43.0
oh H I 1] 20201919 o 230 2RO
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50099: Decanoic acid, methyl ester B B e
74.0 11.60 11.80 12.00 12.20
m/z 41.10 25.49%
43.0
5000
143.0
0 |....|....|....|...1f)|1.(.)..|....|.... ””18|6|9| R A ERAREaREREY
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111218\
Data File : BF110693.D

Aca On : 12 Nov 2018 23:49

Operator : JU/SJ

Sample : J5766-01 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 6 Tridecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.98 3.24 ng 104237 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 64
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 62
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 62
Abundance Scan 1682 (11.980 min): BF110693.D (-1679) (-) m/z 73.00 100.00%
431 730
5000 129.0
08.1 1571 19212132 ———1—rTTﬂ-rTTﬂ-ﬁﬁlanrT¥¥qup¥+ﬁ
256.2 11.60 11.80 12.00 12.20
o} m/z 43.10 98.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
73.0
43.0
5000
129.0 11.60 11.80 12.00 12.20
171.0 214.0 m/z 60.00 87.71%

o

98.0 |
18,‘.’!]..,1.-..-‘ |.-=||‘| W g L |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

60.0

11.60 11.80 12.00 12.20

5000 129.0 m/z 57.05 86.95%
83.0
‘ 157.0 1850 213.0 256.0
of 4 ul Yl '
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 \
Abundance #84453: Tetradecanoic acid AR e A
73.0 11.60 11.80 12. 00 12. 20
43.0 m/z 41.05 81.10%
5000 129.0
185.0 228.0
97.0
Ml AL e 1570 |
o ,.‘.. N A vt Y NS BV MMM MBS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111218\
Data File : BF110693.D

Aca On : 12 Nov 2018 23:49

Operator : JU/SJ

Sample : J5766-01 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 7 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.54 147.78 ng 4760240 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
3 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 99
5 9,15-0Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
Abundance Scan 1777 (12.539 min): BF110693.D (-1772) (-) m/z 67.05 100.00%

67.0
41.1 :
5000

1931
150.1 12 20 12. 40 12 60 12. 80
178.1 220.2 263.2 294.3
el m/z 81.10 84.96%
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 LA I L L L LB L B |
12.20 12.40 12.60 12.80
m/z 55.10 68.46%
ol 123.0 1490 4759 2620 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester
67.0

12.20 12.40 12.60 12.80
m/z 95.10 56.84%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 Aﬂ'\
Abundance #139701: Methyl 9-cis, 11-trans-octadecadienoate R BEEREmmEmE
67.0 12 20 12. 40 12 60 12. 80
m/z 41.10 54 _.52%
5000
0.0 294.0
1230 1500 4784 5500 2620
ol L AT
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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111218\
Data File : BF110693.D

Aca On : 12 Nov 2018 23:49

Operator : JU/SJ

Sample : J5766-01 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 8 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.56 92.21 ng 2970460 Phenanthrene-d10 11.48
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 ester 296 C19H3602 052355-31-4 99
3 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
4 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99

Abundance Scan 1781 (12.563 min): BF110693.D (-1779) (-) m/z 55.10 100.00%

5000

F

264.3 T I TrrT I Tr T I L I TriT I T
222.2 12.20 12.40 12.60 12.80
0 296.3

m/z 41.10 66.97%
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

?

5000 LI L L L L L LB LB
12.20 12.40 12.60 12.80
m/z 69.10 62 .55%
. 180.0 222.0 264.0 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141277: 6-Octadecenoic acid, methyl ester
41.0 74.0
T

12.20 12.40 12.60 12.80
m/z 74.00 55.62%

5000
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 e A
12.20 12.40 12.60 12.80
m/z 83.10 49.04%
5000
29.0
111.0 264.0
138.0 180.0 222.0 296.0
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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111218\
Data File : BF110693.D

Aca On : 12 Nov 2018 23:49

Operator : JU/SJ

Sample : J5766-01 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M

Quant Title

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

= 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

Peak Number 9 Methyl stearate

Concentration Rank 6

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

12.64 17.76 ng 572043 Phenanthrene-d10 11.48
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 96
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 93
4 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 86

5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002

005129-58-8 86

Abundance Scan 1794 (12.639 min): BF110693.D (-1791) (-) m/z 74.00 100.00%
74.0
5000 431
\ 143.1 2652 LS o
97.1 199.1 : 12.40 12.60 12.80 13.00
| 171.1 298.3
0...,....,....',..l-'..,'.!..,'..-..,..'..,|....,.... breet222 b 8T Tm/z 87.00  78.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74.0
5000 LIRS
143.0 5o 2980 12.40 12.60 12.80 13.00
43.0 199.0 ' m/z 43.10 39.26%
97.0 '
RS L N P 2 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143189: Heptadecanoic acid, 16-methyl-, methyl ester
74.0
12.40 12.60 12.80 13.00
5000 m/z 55.05 30.82%
28.0
L 143.0 2550 2980
101.0 199.0 ‘
T R 2 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95859: Methyl tetradecanoate T P e T T
74.0 12. 40 12. 60 12. 80 13. OO
m/z 41.05 26.15%
5000
430\ 143.0 1090
101.0
MK L O ot N N ( FOSN  V EEU
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12. 60 12. 80 13. OO

8270-BF110818.M Tue Nov 13 12:49:25 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111218\
Data File : BF110693.D

Aca On : 12 Nov 2018 23:49

Operator : JU/SJ

Sample : J5766-01 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 10 Octadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.77 2.76 ng 88932 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 62
5 Dodecanoic acid 200 C12H2402 000143-07-7 59

Abundance Scan 1816 (12.769 min): BF110693.D (-1814) (-) m/z 43.10 100.00%

431 730

5000

y

12.40 12.60 12.80 13.00

01 m/z 72.95 93.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 || 73.0
5000 129.0 e e  AEERaEa e

12.40 12.60 12.80 13.00
m/z 60.00 86.45%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid

D
o
o

12.40 12.60 12.80 13.00
5000 129.0 m/z 57.10 76.62%

J‘u' 83.0
ol

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

157.0 185.0 213.0 256.0

l?

Abundance #84453: Tetradecanoic acid

73.0 12.40 12.60 12.80 13.00

43.0 m/z 55.00 76.02%
5000 1290
185.0 228.0
97.0
d de ALl g 157.0 ‘
0,.....‘..“.“,.“ ....,‘ “‘:,....,‘.....‘.‘......‘............,....,... T T T

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111218\
Data File : BF110693.D

Aca On : 12 Nov 2018 23:49

Operator : JU/SJ

Sample : J5766-01 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 11 Methyl 10-trans,l12-cis-octa... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.87 3.43 ng 95293 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 10-trans.l12-cis-octadecad... 294 C19H3402 1000336-44-2 99
2 9.11-Octadecadienoic acid. methv... 294 C19H3402 013038-47-6 98
3 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 98
4 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 95
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 93
Abundance Scan 1833 (12.869 min): BF110693.D (-1831) (-) m/z 67.00 100.00%
67.0
41.1 ﬂ\
5000
135.1 e = ENEEEEEE
164.1 191.1 2200 294.3 12,60 12.80 13.00 13.20
o} m/z 81.10 74 .87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139709: Methyl 10-trans, 12-cis-octadecadienoate
67.0

12:60 12,80 13.00 13.20
294.0 m/z 41.10 52.13%

1230 1500 1780 5500 2630
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139735: 9,11-Octadecadienoic acid, methyl ester, (E,E)-
67.0
41.0

12.60 12.80 13.00 13.20
5000 m/z 55.05 51.31%

294.0
124.0 150.0 178.0 220.0 263.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139724: 9,12-Octadecadienoic acid (Z,2)-, methyl ester

0
67.0 12.60 12.80 13.00 13.20
m/z 95.05 49_.96%

|

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12 60 12. 80 13. 00 13 20

5000

5000

123.0 150.0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111218\
Data File : BF110693.D

Aca On : 12 Nov 2018 23:49

Operator : JU/SJ

Sample : J5766-01 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 12 Bicyclo[10.1.0]tridec-1-ene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.20 2.87 ng 79705 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol10.1.01tridec-1-ene 178 C13H22 054766-91-5 68
2 Perhvdrophenalene. (3a.alpha.. 6... 178 C13H22 040250-64-4 62
3 Tricvclol5.2.1.0(2.6)1decane. 4-... 150 C11H18 1000150-03-4 58
4 Cvclohexane. 1.2-diethenvl-. cis- 136 C10H16 001004-84-8 55
5 1-Methyl-2-methylenecyclohexane 110 C8H14 002808-75-5 49

Abundance Scan 1889 (13.198 min): BF110693.D (-1886) (-) m/z 67.00 100.00%

5000
12.80 13.00 13.20 13.40 13.60
0 m/z 81.00 76 .73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #44124: Bicyclo[10.1.0]tridec-1-ene

12.80 13.00 13.20 13.40 13.60
m/z 79.05 67.63%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #44132: Perhydrophenalene, (3a. aIpha 6a.alpha., 9a.alpha...
41.0 0 137 0

12.80 13.00 13.20 13.40 13.60
m/z 41.05 56.88%

5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #23967: Tricyclo[5.2.1.0(2,6)]decane, 4-methyl- N e o
67.0 12.80 13.00 13.20 13.40 13.60
41.0 m/z 55.00 48.85%
109.0
5000
135.0
m/z--> 20 40 60 100 120 140 160 180 200 220 240 12. 80 13 00 13. 20 13. 40 13 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111218\
Data File : BF110693.D

Aca On : 12 Nov 2018 23:49

Operator : JU/SJ

Sample : J5766-01 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M

Quant Title

TIC Library :
TIC Integration

C:\DATABASE\NIST11.L
Parameters: LSCINT.P

= 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

Peak Number 13

Hexadecanoic acid, 15-methy...

Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
13.36 3.10 ng 86162 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexadecanoic

2 Eicosanoic acid.
3 Heptadecanoic acid.

4 Hexadecanoic

acid. 15-methvl-. m... 284 C18H3602
methvl ester 326 C21H4202
methvl ester 284 C18H3602
acid. 14-methvl-. m... 284 C18H3602

006929-04-0 95
001120-28-1 91
001731-92-6 91
002490-49-5 90

5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 87
Abundance Scan 1917 (13.363 min): BF110693.D (-1913) (-) m/z 74.00 100.00%
74.0
5000 43.1
143.1
0 m/z 87.00 78.24%
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
74.0
5000
43.0 13.00 13.20 13.40 13.60
m/z 43.10 44 .14%
04
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
R EE R E s
430 13.00 13.20 13.40 13.60
5000 m/z 57.05 31.78%
143.0
326.0
Olleoh il Al J\ \1?10 | 17101990227025502830 ‘
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131300: Heptadecanoic acid, methyl ester LA B o
74.0 13.00 13.20 13.40 13.60
m/z 55.00 28.29%
5000
43.0
241.0 284.0
NI = e M N (R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 00 13. 20 13. 40 13 60

8270-BF110818.M Tue Nov 13 12:49:28 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111218\
Data File : BF110693.D

Aca On : 12 Nov 2018 23:49

Operator : JU/SJ

Sample : J5766-01 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Cyclohexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.94 5.86 ng 162509 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 95
2 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 91
3 Triacontvl pentafluoropropionate 584 C33H61F502 1000351-80-0 91
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
5 Dotriacontyl pentafluoropropionate 612 C35H65F502 1000351-81-4 91
Abundance Scan 2015 (13.939 min): BF110693.D (-2011) (-) m/z 57.05 100.00%
57.0
5000
ﬁlll e
1541 2301 9811 13.60 13.80 14.00 14.20
ol A b || M7z 43,10 79.22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #81246: Cyclohexadecane
58.0
5000 AL SRR SRR SRR
13.60 13.80 14.00 14.20
m/z 55.05 62.27%
o l 1153 0 224 0
P NPT NP 40 AR ARt MR A A
Abundance #119525: 1-Decanol, 2-octyl-
57.0
13.60 13.80 14.00 14.20
5000 m/z 71.10 52.09%
11.0
ol 4 { 154.0 210.0252.0
m/z--> §o 100 150 200 250 300 350 400 450 500 550
Abundance #240603: Triacontyl pentafluoropropionate R o AR Rama
57.0 13.60 13.80 14.00 14.20

m/z 83.05 48.98%

5000 11.0

|1530106.0  264.0306.0840.0 420.0465.0 566.0

(O B LR R e e e RN E RS R R R e AR

m/z--> 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\HPCHEMI\BNA F\DATA\BF111218\
Data File : BF110693.D

Aca On : 12 Nov 2018 23:49

Operator : JU/SJ

Sample : J5766-01 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 15 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .56 4.61 ng 127828 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 81
3 Octacosane 394 C28H58 000630-02-4 81
4 Hexacosane 366 C26H54 000630-01-3 81
5 Tridecane 184 C13H28 000629-50-5 76
Abundance Scan 2121 (14.563 min): BF110693.D (-2117) (-) m/z 57.10 100.00%
57.1
5000
141.1  196.0 234.0264.1 304.1 1420 14140 14'60 1480
(o} m/z 43.10 70.42%
m/z--> 50 100 150 200 250 300 350
Abundance #141424: Heneicosane
57.0
5000 L DAL BULELL B B B
14.20 14.40 14.60 14.80
m/z 71.05 66.26%
o210 I I| L] 1410 1830 2250 266.0296.0
m/z--> B "éo 100 1%0 266 i ééd B 566 B ééd !
Abundance #141433: Pentadecane, 8-hexyl-
43.0
14:20 14.40 14.60 1480
5000 85.0 m/z 85.10 48 _.49%
196.0
o LA | Fath 9157 0 | 2390 2800
m/z--> éo 100 150 200 250 360 3%0 '
Abundance #209566: Octacosane B R B e o
57.0 14.20 14.40 14.60 14.80
m/z 55.10 34.29%
5000
99.0
o 27,0 ] || )y, 1410 1830 225.0 281.0 337.0 394.0
m/z--> éo 160 1%0 200 250 360 3éo ' 1450 1440 1460 1$80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111218\
Data File : BF110693.D

Aca On : 12 Nov 2018 23:49

Operator : JU/SJ

Sample : J5766-01 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 16 Octacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.87 3.24 ng 89913 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Eicosane 282 C20H42 000112-95-8 87
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 83
Abundance Scan 2173 (14.868 min): BF110693.D (-2171) (-) m/z 57.10 100.00%
51.1
5000
| | 99| 0 141.1 182.1 224.19530 287.1 | 1460 1480 1500 1520 ”
(oSNNS N BP0 A ot s Pk b m/z 43.10 66.42%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 LRI B BUEL BRI B
mmmmmmmm
99.0 m/z 71.10 60.77%
o 2ao| bl }410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 2éo 360 3éo
Abundance #194493: Hexacosane
57.0
' 14.60 14.80 15.00 15.20
5000 m/z 85.10 47 . 75%
99.0
oL L. ]I|‘; | 4 1410 1830 2050 267.0 309.0 _ 367.0
m/z--> 55 160 1%0 200 2éo 360 3éo
Abundance #175557: Tetracosane R B
57.0 14.60 14.80 15.00 15.20
m/z 41.10 20.64%
5000
99.0
ﬁWH|idimm1%02M2N0%%m0
m/z--> 50 160 150 200 250 360 3éo ' 14%0 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111218\
Data File : BF110693.D

Aca On : 12 Nov 2018 23:49

Operator : JU/SJ

Sample : J5766-01 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 18 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

16.07 7.68 ng 141883 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Hexadecane 226 C16H34 000544-76-3 93
3 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 86
4 Nonadecane 268 C19H40 000629-92-5 83
5 Pentadecane, 2-methyl- 226 Cl16H34 001560-93-6 83

Abundance Scan 2377 (16.068 min): BF110693.D (-2374) (-) m/z 57.10 100.00%

51.1
5000 8.0

113.1 15.80 16.00 16.20 16.40

155.1183.1  226.1955 285.1 319.2 350.1

o m/z 43.10 59.44%
m/z--> 0 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57.0
85.0
5000 LA L L L L L LB
15. 80 16. 00 16. 20 16 40
20.0 m/z 71.10 59.44%
o 4] 1.1.11%?0141016901970 240.0
ettt T
m/z--> 0 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57.0
R N RARE SRR m e
15.80 16.00 16.20 16.40
5000 m/z 85.05 51.86%
85.0
29.0
o | J‘J“ 113.0141.0169.0197.0 226.0
e A B e e B e B e
m/z--> 0 50 100 150 200 250 300 350
Abundance #94352: Hexadecane, 2-methyl- A E maE
57.0 15.80 16.00 16.20 16.40
m/z 55.10 28.48%
5000 85.0
29.0 197.0
T LT 0 L s
m/z--> 0 50 100 150 200 250 300 350 15. 80 16. 00 16. 20 16 40

8270-BF110818.M Tue Nov 13 12:49:31 2018

Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111218\
Data File : BF110693.D

Aca On : 12 Nov 2018 23:49

Operator : JU/SJ

Sample : J5766-01 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 19 Nonadecane, 9-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.60 4.90 ng 90486 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 64
2 Heneicosane 296 C21H44 000629-94-7 64
3 Heptadecane 240 C17H36 000629-78-7 64
4 Tetradecane 198 C14H30 000629-59-4 64
5 2-methyloctacosane 408 C29H60 1000376-72-8 64
Abundance Scan 2467 (16.598 min): BF110693.D (-2464) (-) m/z 57.10 100.00%
57.1
st M]Lw
5000
144.2168.1 198.1 227.1 280.1 309.1 16.20 16.40 16.60 16.80 17.00
Ot m/z 43.10 71.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129499: Nonadecane, 9-methyl-
57.0
85.0
5000 AR AR DR SR B
1620 16,40 16.60 16.80 17.00
MOO m/z 71.10 64 .00%
20 | 10 |0 0 2300 2670
o.npuq”.,nhﬁn..ﬂ.””h”..”.””.”..”.””.”.“”w””“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
o0 16.20 16.40 16.60 16.80 17.00
5000 ' m/z 85.10 54 _.02%
29.0 113.0
0 ‘ Ly o 169.0 197.0 2250 2530 296.0 wwv/\\"w
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane RSN BN L BN N
57.0 16.20 16.40 16.60 16.80 17.00
m/z 55.05 24 .00%
85.0
5000
29.0
Ly | M0 a0 1690 1070 2400
m/z--> 20 4'0 6|0 80 100 150 140 160 180 200 220 240 260 280 300 1620 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111218\
Data File : BF110693.D

Aca On : 12 Nov 2018 23:49

Operator : JU/SJ

Sample : J5766-01 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 20 unknownl16.81 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.81 4_.46 ng 82337 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 38
2 4H-Benzoldeflcarbazole 191 C14H9N 000203-65-6 38
3 3-Indolethanamine. N-acetvl-5-fl... 250 C13H15FN202 1000116-27-1 35
4 3.5-Dimethvl-1-dimethvlvinvisilv... 206 C12H180Si 1000307-91-8 35
5 Silane, [4-(1,1-dimethylethyl)ph... 206 C13H22Si 018412-68-5 35
Abundance Scan 2503 (16.809 min): BF110693.D (-2500) (-) m/z 191.15 100.00%
192
95.1
5000

226.1 273.2 315.1 397.4 16.40 16.60 16.80 17.00 17.20

0 m/z 95.10 52.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66144: 2,4,5,5 8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen
191.0
5000 AU RN
16. 40 16. 60 16. 80 17. 00 17. 20
43.0 149.0 m/z 69.05 39.58%
N
Ol Illl Illll - ll A |“I'| ——— ——— ——— ———
m/z--> 50 100 150 200 250 300 350 400
Abundance #53872: 4H-Benzo[def]carbazole
191.0
16.40 16.|60 16.I80 17.|00 17.|20
5000 m/z 81.05 39.55%

39.0 820111.0140.0 ,

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

Abundance #102056: 3-Indolethanamine, N-acetyl-5-fluoro-6-methoxy- A B o
191.0 16.40 16.60 16.80 17.00 17.20

m/z 55.00 31.55%
5000
43.0 250.0
o 72010101350 N
m/z--> 50 100 150 200 250 300 350 400 16. 40 16. 60 16. 80 17. OO 17. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_ F\DATA\BF111218\
Data File : BF110693.D

Acq On : 12 Nov 2018 23:49

Operator : JU/SJ

Sample : J5766-01 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_M
Quant Title : 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]
Butane, 2-methoxy... 2.23 5.0 ng 144437 1 6.95 578738 20.0
unknown6.71 6.71 44.1 ng 1276880 1 6.95 578738 20.0
Hexadecanoic acid... 11.85 42.5 ng 1368370 4 11.48 644257 20.0
Tridecanoic acid 11.98 3.2 ng 104237 4 11.48 644257 20.0
9,12-Octadecadien... 12.54 147.8 ng 4760240 4 11.48 644257 20.0
9-Octadecenoic ac... 12.56 92.2 ng 2970460 4 11.48 644257 20.0
Methyl stearate 12.64 17.8 ng 572043 4 11.48 644257 20.0
Octadecanoic acid 12.77 2.8 ng 88932 4 11.48 644257 20.0
Methyl 10-trans,1... 12.87 3.4 ng 95293 5 14.13 555005 20.0
Bicyclo[10.1.0]Jtr... 13.20 2.9 ng 79705 5 14.13 555005 20.0
Hexadecanoic acid... 13.36 3.1 ng 86162 5 14.13 555005 20.0
Cyclohexadecane 13.94 5.9 ng 162509 5 14.13 555005 20.0
Heneicosane 14_.56 4.6 ng 127828 5 14.13 555005 20.0
Octacosane 14.87 3.2 ng 89913 5 14.13 555005 20.0
Heptadecane 16.07 7.7 ng 141883 6 15.66 369499 20.0
Nonadecane, 9-met... 16.60 4.9 ng 90486 6 15.66 369499 20.0
unknownl16.81 16.81 4.5 ng 82337 6 15.66 369499 20.0
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