LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF110118\

Data File : BF110362.D

Aca On : 1 Nov 2018 12:17 Instrument :
Operator : JU/SJ ?:'l\:gﬁ't:Sam ol
3?22'6 i J5205-09 TR@4¢0&£§B
ALS Vial : 3 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-BF102318.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 2.293 28 35 41 rVB 377136 497425 12.49% 1.043%
2 5.204 526 530 538 rVB 87686 120167 3.02% 0.252%
3 5.587 590 595 598 rBY 2391688 2418497 60.72% 5.070%
4 6.587 759 765 776 rBVY 2238240 2668017 66.98% 5.593%
5 6.728 784 789 792 rBVY 2567098 2601897 65.32% 5.454%
6 6.957 824 828 831 rBV 618027 501965 12.60% 1.052%
7 7.110 850 854 858 rBVY 2040179 1983321 49.79%% 4_.157%
8 7.522 918 924 927 rBVY 1526987 1606143 40.32% 3.367%
9 8.239 1042 1046 1057 rBV 688196 653617 16.41% 1.370%
10 9.316 1223 1229 1232 rBvV 2883608 2877880 72.25% 6.033%

11 9.704 1291 1295 1300 rVB 357800 314170 7.89% 0.659%
12 9.998 1341 1345 1348 rBvV 778231 670903 16.84% 1.406%
13 10.792 1475 1480 1483 rBV 1518224 1468302 36.86% 3.078%
14 10.986 1510 1513 1519 rVB 89541 72857 1.83% 0.153%
15 11.486 1595 1598 1602 rBV 611818 583510 14.65% 1.223%

16 11.780 1642 1648 1653 rBV 110109 108432 2.72% 0.227%
17 11.857 1658 1661 1665 rVB 1324082 1103712 27.71% 2.314%
18 11.998 1680 1685 1695 rVV 261221 301119 7.56% 0.631%
19 12.263 1727 1730 1733 rVB2 71397 58215 1.46% 0.122%
20 12.551 1774 1779 1780 rBV2 1507258 1605972 40.32% 3.366%

21 12.569 1780 1782 1785 rVV 2793959 2877498 72.24% 6.032%
22 12.616 1787 1790 1794 rVV 1019903 1973032 49.53% 4_.136%
23 12.651 1794 1796 1801 rVB 833675 710938 17.85% 1.490%

24 12.704 1803 1805 1814 rVB 52523 71442 1.79% 0.150%
25 12.780 1814 1818 1824 rBV2 67416 85199 2.14% 0.179%
26 12.939 1842 1845 1850 rVB2 40260 54639 1.37% 0.115%

27 13.074 1863 1868 1871 rBV 2082573 1886507 47.36% 3.955%
28 13.298 1901 1906 1911 rVV5 63582 130235 3.27% 0.273%
29 13.374 1912 1919 1927 rVB4 87436 220232 5.53% 0.462%
30 13.663 1955 1968 1978 rBV 1717819 3983330 100.00% 8.350%

31 13.951 2013 2017 2019 rBV 195101 217081 5.45% 0.455%
32 13.986 2019 2023 2030 rVB 118184 157124 3.94% 0.329%
33 14.133 2038 2048 2051 rBV 527650 584262 14.67% 1.225%
34 14.263 2067 2070 2077 rVB 87164 88520 2.22% 0.186%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF110118\

Data File : BF110362.D

Aca On : 1 Nov 2018 12:17 Instrument :
Operator : JU/SJ gﬁgiéamlem'
3?22'6 i J5205-09 TRo4aomﬁgB
ALS Vial : 3 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\HPCHEM1\BNA F\METHODS\8270-BF102318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.363 2078 2087 2093 rBV 1809359 3516781 88.29% 7.372%

36 14.421 2094 2097 2103 rVB6 41734 71959 1.81% 0.151%
37 14.568 2118 2122 2129 rVB 185721 217315 5.46% 0.456%
38 14.763 2145 2155 2160 rBV8 151424 443978 11.15% 0.931%
39 14.886 2172 2176 2180 rVB 247363 270960 6.80% 0.568%
40 14.968 2181 2190 2199 rVV 1113990 2594412 65.13% 5.438%

41 15.039 2199 2202 2209 rVB 100163 114574 2.88% 0.240%
42 15.239 2232 2236 2239 rVV 426267 494376 12.41% 1.036%
43 15.274 2239 2242 2247 rVB2 112201 145060 3.64% 0.304%
44 15.639 2297 2304 2314 rVB2 793543 1902712 47.77% 3.989%
45 15.851 2337 2340 2347 rVB2 51029 75419 1.89% 0.158%

46 16.092 2375 2381 2388 rBVY 283000 540927 13.58% 1.134%
47 16.157 2388 2392 2399 rVB3 103956 228080 5.73% 0.478%
48 16.433 2431 2439 2451 rVB3 191321 651124 16.35% 1.365%
49 16.621 2467 2471 2483 rVB2 84702 165050 4.14% 0.346%

50 16.939 2521 2525 2532 rVB3 51137 95039 2.39% 0.199%
51 17.356 2587 2596 2606 rBV2 166994 469730 11.79% 0.985%
52 17.809 2668 2673 2680 rVB10 41102 87679 2.20% 0.184%
53 17.998 2699 2705 2711 rBV9 29187 85647 2.15% 0.180%

54 18.451 2774 2782 2792 rVB3 84739 277964 6.98% 0.583%

Sum of corrected areas: 47704946
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110362.D

Aca On 1 Nov 2018 12:17

Operator : JU/SJ

Sample = J5205-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF110362.D

6.73
2500000 5.59
6.59

7.11
2000000

7.52
1500000

1000000
6.96
5000001 2.29 \\

5.20 L

.
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: BF110362.D

2500000
13.07
2000000

1500000 11.86

P.62

1000000
10.00 ik

8.24 11.49
500000 9.70

12.00
{ ﬂ Jwgg [L _lj\ 1226 |1 20752.9§L1§§

L L e e L LS A s e o s e s e B e B e L B e e e e B e e e e e mmam

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF110362.D

2500000

2000000 14.36
13.66

1500000

14.97

1000000

500000
17.8118.00 18.45

T T e

T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110362.D

Aca On 1 Nov 2018 12:17

Operator : JU/SJ

Sample = J5205-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Butane, 2-methoxy-2-methyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
220 19.82ng 497425  1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Butane. 2-methoxv-2-methvi- 102 C6H140 000994-05-8 83

2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance Scan 35 (2.293 min): BF110362.D (-28) (-) m/z 73.05 100.00%
73.0
5000 43.1
55.0 87.1
| 2.20 2.210 2.|60
S Y NSO PORS N— m/z 43.10 43.52%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 S L S
43.0 2.20 2.40 2.60
55.0 87.0 m/z 55.05 29.91%
29.0
e T L UL S LI L SURILILS IR IR SULILLS SR
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
0o g 70 2 2u 2k
5000 ' m/z 87.10 26.67%
29.0
15\'0 M\ ‘ | ‘ L “\ \H\ ; 97.0
L S UL UL UL UL LIS S WL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4436: Pentane, 3-methoxy- —
73.0 2.20 2.40 2.60
m/z 41.05 13.16%
5000 \M/\
45.0
29.0
o Ll 310y\ 55.0 ‘ 101.0
m/z--> :I.IO 2|0 3|0 4|0 5|0 6|0 7|0 8|0 9|0 1CI)O I 2. I20 2. L10 2. I60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110362.D

Aca On 1 Nov 2018 12:17

Operator : JU/SJ

Sample = J5205-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 2 unknown6.73 Concentration Rank 3

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

6.73 103.67 ng 2601900 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 789 (6.728 min): BF110362.D (-784) (-) m/z 132.00 100.00%
13%.0
5000 68.1
96.0 PSSR RAREE AR S
40.0 540 J 6.40 6.60 6.80 7.00
ol Ag20 | guso oo m/z 68.10 41.96%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 SRR SRS SRR
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 32.67%
01 U DAL UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 5 ok 6By 7o
5000 980 1160 m/z 66.00 27.54%
0 IR aman e R I‘I\I\I\ : ""Ml : Iw‘l : Iw‘l“l |‘|“| : I‘\ - = |:|I-5|8|0| — |]|-8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- EAm e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.72%
117.0
5000
91.0
Lo e | L
0 I'h"f'“N'Fm"JW'“*'IM"'H'P"I""I""I"" SRS SRS SRR
m/z--> 20 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\BF110118\
Data File : BF110362.D

Aca On 1 Nov 2018 12:17

Operator : JU/SJ

Sample = J5205-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 Hexadecanoic acid, methyl e... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.86 37.83 ng 1103710 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 95
2 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
3 Decanoic acid. methvl ester 186 C1l1H2202 000110-42-9 87
4 Dodecanoic acid. methvl ester 214 C13H2602 000111-82-0 86
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 86
Abundance Scan 1662 (11.863 min): BF110362.D (-1658) (-) m/z 74.00 100.00%
74.0
5000
43.1
143.1 2272 R DAL UL BUBLLN B
| 101.0,,, | 185.2 : 2703 11.60 11.80 12.00 12.20
0...,....-,'....',.-... bbbt e e ey || M7z 87.00  76.28%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 L S BN SULBUL I
43.0 1160 11.80 12.00 12.20
143.0 m/z 43.10 34 .74%
mz-> 20 40 60 80 '1'66' 50 140 180 '1'86' iy 'éic')' Py
Abundance #107593: Pentadecanoic acid, methyl ester
74.0 / \
—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—ﬁ
11.60 11.80 12.00 12.20
5000 m/z 55.00 29 .35%
430 143.0
dso, Ll il 10 | amo 230 20
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 \
Abundance #50099: Decanoic acid, methyl ester B e e e e ]
74.0 11.60 11.80 12.00 12.20
m/z 41.10 26 .96%
43.0
5000
143.0
0...,....,....,....,...1?,1.(.)..,....,.... ....18.6..0. R ARRRRERRRES ~—JJ—n—v—|—v—v—v—v—|—v—\F?—v—|—n—v—v—|—v—v—n’j\—“‘“‘—
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\BF110118\
Data File : BF110362.D

Aca On 1 Nov 2018 12:17

Operator : JU/SJ

Sample = J5205-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.00 10.32 ng 301119 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1685 (11.998 min): BF110362.D (-1680) (-) m/z 73.00 100.00%
43.0 | 73.0
5000 129.1
97.0 171.1 213.2 AL AU B
5. 192, 256.2 11.60 11.80 12.00 12.20 12.40
(o} m/z 43.05 96.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 AN A
83.0 11.60 11.80 12.00 12.20 12.40
‘J‘“ 1570 1gso 2130 2560 | | M/Z 60.00  94.84%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
73.0
43.0 NN U SN B
11.60 11.80 12.00 12.20 12.40
5000 129.0 m/z 41.05 79.08%
o150, \,\, -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 / |
Abundance #95851: Pentadecanoic acid B B e e e e
43.0 | 73.0 11.60 11.80 12.00 12.20 12.40
m/z 55.05 76.06%
5000 129.0
0-1-5-'?----“-- —rrv—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r\_'ﬁvaw\M‘“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110362.D

Aca On 1 Nov 2018 12:17

Operator : JU/SJ

Sample = J5205-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 9,12-Octadecadienoic acid, ... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.55 55.05 ng 1605970 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
3 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
4 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99

Abundance Scan 1779 (12.551 min): BF110362.D (-1774) (-) m/z 67.00 100.00%

67.0
41.1 ,
5000 ‘

1231 e AR RERE S R
150.1 12 20 12. 40 12 60 12. 80
178.1  220.2 263.3 294.3
el m/z 81.05 85.57%
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 LI LN L L L L LB B
12.20 12.40 12.60 12.80
m/z 55.10 74 .29%
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 #139707: 8,11-Octadecadienoic acid, methyl ester
67.0

1220 12,40 12.60 12.80
5000 m/z 41.10 59.95%

294.0
124.0 150.0
178.0 290.0 263.0
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 T T T P T
67.0 12 20 12. 40 12 60 12. 80

m/z 95.05 58.45%

-

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

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110362.D

Aca On 1 Nov 2018 12:17

Operator : JU/SJ

Sample = J5205-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 10-Octadecenoic acid, methy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.57 98.63 ng 2877500 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 99
2 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 99
3 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 99
4 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 96
5 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 95
Abundance Scan 1782 (12.569 min): BF110362.D (-1780) (-) m/z 55.05 100.00%
.0
5000 JAVW
1111 UV RN SRR
137.1 180.2 222.2 264.3 206.3 12.20 12.40 12.60 12.80
o} " m/z 41.10 64 .84%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141285: 10-Octadecenoic acid, methyl ester
5000 UV AN IR
12.20 12.40 12.60 12.80
m/z 69.10 60.61%
o 296.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141313: 11-Octadecenoic acid, methyl ester, (2)-
58.0
12.20 12.40 12.60 12.80
5000 m/z 74.00 55.78%
0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester R EREeR s EE L
58.0 12.20 12.40 12.60 12.80
m/z 43.10 52.56%
5000
29.0 264.0
111.0
. d | 1380 1800 2220 296.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1220 12140 12,60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110362.D

Aca On 1 Nov 2018 12:17

Operator : JU/SJ

Sample = J5205-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Triacontane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.62 67.63 ng 1973030 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Docosane 310 C22H46 000629-97-0 90
3 Octacosane 394 C28H58 000630-02-4 81
4 Nonadecane 268 C19H40 000629-92-5 80
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80

Abundance Scan 1791 (12.621 min): BF110362.D (-1787) (-) m/z 57.10 100.00%
571.1
5000 A
jem 11 1972 29s 20 sare 20 1560 1280 1500
ot bl 1% 1972 2392 2958 3374 7z 43.10  58.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 LRI LN SR BN RO
12.40 12.60 12.80 13.00
99.0 m/z 71.10 57.07%
0260] | 4. ﬂ | 1410 1830 2250 267.0 3090 3510 4220
m/z--> 50 100 1éo 260 250 300 350 400
Abundance #153223: Docosane
57.0
' 12.40 12.60 12.80 13.00
5000 m/z 85.10 44 .57%
.0
oL L | )[40 1830 2300 3100
m/z--> 50 100 150 260 250 300 350 400
Abundance #209566: Octacosane R RAERAREEE L
57.0 12.40 12.60 12.80 13.00
m/z 41.10 16.40%
5000 jj\w\v
99.0
o280} ||l | 1410 1830 2250 281.0 337.0  394.0
m/z--> 5 100 150 200 250 300 350 400 12.40 12.60 12.80 13.00

8270-BF102318.M Fri Nov 02 11:53:11 2018

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110362.D

Aca On 1 Nov 2018 12:17

Operator : JU/SJ

Sample = J5205-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 Methyl stearate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.65 24 .37 ng 710938 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 95
2 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 86
3 Tridecanoic acid. 12-methvl-. me... 242 C15H3002 005129-58-8 83
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 80
5 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 78
Abundance Scan 1796 (12.651 min): BF110362.D (-1794) (-) m/z 74.00 100.00%
74.0
5000
I 191, 252 "7l 1760 1750 1360
101.0 ) 208.3 . . . .
0 ...,....~,|-|...l',..'..,.!..l,'....,..'..,....1.7.1..1.... 222 e m/z 87.00  75.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74.0
5000 298.0 " 12.40 12,60 12.80 13.00
143.0 -
43.0 w0 0° m/z 143.05  20.14%
oo, b ato o | o, 1 o L L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
1240 12,60 12.80 13.00
5000 m/z 75.00 18.97%
43.0
143.0
mz> % 40 60 80 '1'66' 130 140 160 '1'86' P '2'46' o o
Abundance #95899: Tridecanoic acid, 12-methyl-, methyl ester A e
74.0 12.40 12.60 12.80 13.00
m/z 55.00 18.94%
5000 199.0
41.0 143.0 242.0
Ll “\ “\\gﬁﬁ . l 171.0 \
0 IIII""I""IIII I""I""'I""IIIII T """"" TITTrITTPTrr T rrTTT AL DU DU IR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12,40 12.60 12.80 13.00

8270-BF102318_.M Fri Nov 02 11:53:12 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110362.D

Aca On 1 Nov 2018 12:17

Operator : JU/SJ

Sample = J5205-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Indigo Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

13.37 7.54 ng 220232 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indiao 262 C16H10N202 000482-89-3 89
2 1.2.3.6.7.8.9.10.11.12-Decahvdro... 262 C20H22 092387-50-3 38
3 Methvl 9-methvltetradecanoate 256 C16H3202 213617-69-7 30
4 Eicosanoic acid. methyl ester 326 C21H4202 001120-28-1 30
5 2,2"-Binaphthalene, 5,5%,6,6",7,... 262 C20H22 118761-48-1 25

Abundance Scan 1918 (13.368 min): BF110362.D (-1912) (-) m/z 262.10 100.00%

269.1
5000 104.0

43.1 234.0

131.0 157.9179.0 L-r 13.00 13.20 13.40 13.60
0 m/z 104.00 49 .42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #112397: Indigo
262.0
5000 104.0
76.0 13.00 13.20 13.40 13.60
. 0
50.0 131.0 1580 2050 594 m/z 74.00 38.16%
18.0 179.0 L_r
O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #112680: 1,2,3,6,7,8,9,10,11,12-Decahydrobenzo[e]pyrene
262.0
13.00 13.20 13.40 13.60
5000 m/z 76.00 31.96%
05.0
234.0
. 77.0 1520 1780 L_r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107578: Methyl 9-methyltetradecanoate R ma o B o L
74.0 13.00 13.20 13.40 13.60
m/z 205.00 31.67%
5000
43.0
143.0
97.0 1850 2130 2560
ool b LT 200 | assorose P70 meo | My,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.00 13.20 13.40 13.60

8270-BF102318_.M Fri Nov 02 11:53:12 2018 Page: 12



Data Path
Data File

Aca On

Sample
Misc

Operator :

ALS Vial

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\

Library Search Compound Report

BF110362.D

1 Nov 2018 12:17

Ju/sJ
J5205-09

3 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

= C:\DATABASE\NIST11.L

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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

Peak Number

11 Heneicosane

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.66 136.35 ng 3983330 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 1968 (13.663 min): BF110362.D (-1955) (-) m/z 57.05 100.00%
57.0 [
5000
9.0 13.40 13.60 13.80 14.00
141 1 : : : :
ol LA A g ML 1832 2253 2672 3094 313 nsoTIT 05 62.90%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000
13.40 13.60 13.80 14.00
99.0 m/z 43.05 61.26%
Ozmlljijmlmonmzmw%o
m/z--> 55 100 1%0 260 250 360 3%0 '
Abundance #209566: Octacosane
57.0
—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—ﬁ
13.40 13.60 13.80 14.00
5000 m/z 85.10 47 .63%
99.0
0 27,00 | | | | 14 0 1830 225.0 281.0 337.0 394.0
m/z--> 50 160 150 200 2%0 360 3%0 '
Abundance #185533: Pentacosane
57.0 13.40 13.60 13.80 14.00
m/z 55.05 23.84%
5000
.0
o no‘lddlﬂomm2%0%m3mowm
m/z--> 55 100 150 260 250 360 3%0 ' 1340 1360 1380 1400

8270-BF102318_.M Fri Nov 02 11:53:13 2018

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110362.D

Aca On 1 Nov 2018 12:17

Operator : JU/SJ

Sample = J5205-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Octacosyl heptafluorobutyrate Concentration Rank 17

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

13.95 7.43 ng 217081 Chrysene-di12 14.13

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octacosvl heptafluorobutvrate 606 C32H57F702 1000351-83-6 90

2 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 90

3 Triacontvl pentafluoropropionate 584 C33H61F502 1000351-80-0 87

4 Hexacosvl heptafluorobutvrate 578 C30H53F702 1000351-83-3 87

5 Hexacosyl trifluoroacetate 478 C28H53F302 1000351-75-0 87
Abundance Scan 2017 (13.951 min): BF110362.D (-2013) (-) m/z 57.10 100.00%

-

5000 50
163.0
L 13.60 13.80 14.00 14.20
229.1
0....,....,..L.‘.,‘....,..'..,.2?.1'.0,....,....,....,....,....,...., m/z 43.05 78.20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #241205: Octacosyl heptafluorobutyrate
57.0
5000 AR AL AL A
11.0 13.60 13.80 14.00 14.20
m/z 55.05 61.40%
ohs lLZEG‘Q.O 236.0 292.0337.0 392.0437.0 588.0
A A A s e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #235928: Octacosyl trifluoroacetate
57.0
R R e AR
13.60 13.80 14.00 14.20
5000 m/z 71.05 53.86%
11.0

l 1167.0 2220 278.0 334.0 392.0437.0 488.0

-

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #240603: Triacontyl pentafluoropropionate
57.0 13.60 13.80 14.00 14.20
m/z 83.05 51.54%
5000 11.0
ob . ‘11%610 222.0 292.0 348.0 420.0465.0 566.0
L e o e LI i o o AR EEEEEEEEEsmE s R A EEEEE
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.60 13.80 14.00 14.20

8270-BF102318_.M Fri Nov 02 11:53:14 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110362.D

Aca On 1 Nov 2018 12:17

Operator : JU/SJ

Sample = J5205-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Benzoic acid, 2-(2-chloroph... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.99 5.38 ng 157124 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 2-(2-chlorophenoxyv... 276 C15H13CI03 1000368-25-9 78
2 2.2"-(Ethane-1.2-divlbis(oxv))bi... 358 C20H2206 1000366-99-4 74
3 1.3-Dioxolane. 2-(methoxvmethvl)... 194 C11H1403 1000156-71-2 74
4 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 64
5 Ethanol, 2-(4-phenoxyphenoxy)-, ... 334 C21H1804 055191-59-8 56
Abundance Scan 2024 (13.992 min): BF110362.D (-2019) (-) m/z 105.00 100.00%
105.0 149.1
5000 70
51.0 020 a1 13.60 13.80 14.00 14.20 14.40
Obrrrprrrr e e e b e e T e m/z 149.05 86.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124187: Benzoic acid, 2-(2-chlorophenoxy)ethy! ester
149.0
105.0
5000 UL U BN
77.0 13.60 13.80 14.00 14.20 14.40

m/z 77.00 37.37%

51.0 l . 1280 276.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diyl...
105.0

o

149.0 1360 13.80 14.00 1420 14.40
5000 m/z 50.95 10.59%
77.0
o 28050 | | | 1790 209.0 236.0
i
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56014: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149.0 13.60 13.80 14.00 14.20 14.40
105.0 m/z 150.00 8.07%
5000
77.0
45.0
o U Y VU W T S [ ——
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20 14.40

8270-BF102318_.M Fri Nov 02 11:53:15 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110362.D

Aca On 1 Nov 2018 12:17

Operator : JU/SJ

Sample = J5205-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Heptadecane, 9-hexyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.36 120.38 ng 3516780 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 94
2 Triacontane 422 C30H62 000638-68-6 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2087 (14.363 min): BF110362.D (-2078) (-) m/z 57.10 100.00%
57.1 j
5000
99.0 14.00 14.20 14.40 14.60
141 1 : : : -
ol A A hdy 41t 1832 2252 2673 3003 ss1a m/z 71.05 64.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #164584: Heptadecane, 9-hexyl-
43.0
5000
850 14.00 14.20 14.40 14.60
m/z 43.10 61.31%
210.0
o J A 1270 1690 T | 2670 3230
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #219831: Triacontane
57.0
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr
14.00 14.20 14.40 14.60
5000 m/z 85.05 48 .58%
99.0
0260) i | | ﬂ | 1410 1830 2250 267.0 309.0 3510 422.0
m/z--> 50 100 1%0 260 250 300 350 400
Abundance #209566: Octacosane
57.0 14.00 14.20 14.40 14.60
m/z 55.05 23 .59%
- ,_A\,_,\A~»“/q»\,_J\w\./ﬂxw
99.0
o280} ||l | 1410 1830 2250 281.0 337.0  394.0
m/z--> 5 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60

8270-BF102318_.M Fri Nov 02 11:53:16 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110362.D

Aca On 1 Nov 2018 12:17

Operator : JU/SJ

Sample = J5205-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Hexacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14 .57 7.44 ng 217315 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 2122 (14.568 min): BF110362.D (-2118) (-) m/z 57.10 100.00%
51.1
5000
| J 9910 1551 1971 2581 206.3 14.20 14.40 14.60 14.80
o b e ey m/z 71.10 61.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000

14.20 14.40 14.60 14.80
m/z 43.05 61.74%

99.0
oL 1 | | 1[ | }410 1830 225.0 267.0 309.0 3670
=l — B e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
14.20 14.40 14.60 14.80
5000 m/z 85.10 44 .27%
99.0
o 2n0f | § oy, 40 1830 225.0 281.0 337.0 394.0
e B e e e e R
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0 14.20 14.40 14.60 14.80
m/z 55.00 22 .93%
5000
99.0
OszH,JJywlmonmzmw%O
e — e R
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF102318_.M Fri Nov 02 11:53:16 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110362.D

Aca On 1 Nov 2018 12:17

Operator : JU/SJ

Sample = J5205-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Octadecanoic acid, octadecy... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.76 15.20 ng 443978 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. octadecvl ester 537 C36H7202 002778-96-3 74
2 l1-Hexacosene 364 C26H52 018835-33-1 50
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 46
4 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 46
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 46

Abundance Scan 2155 (14.763 min): BF110362.D (-2145) (-) m/z 57.10 100.00%

L4,

14.40 14.60 14.80 15.00
0% m/z 43.10 95.76%

T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #238262: Octadecanoic acid, octadecyl ester
43.0
_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_'—l_r

5000
14.40 14.60 14.80 15.00
m/z 55.05 76.62%

0 25.01680 224.0 325.0367.0410.0452.0493.0 536.0
—h
mz--> 50 100 150 200 250 300 350 400 450 500
Abundance #193363: 1-Hexacosene

43.0

97.0 1440 14'60 14.80 15.00
5000 m/z 285.30 56.67%

5000

y M%M&Mmmmmmo%m

o MLy S22 022002003080
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #227400: Heptadecy! heptafluorobutyrate R e B e B
57.0 14.40 14.60 14.80 15.00

m/z 97.10 55.53%

5000
169.0
| l L 238.0 283.0 434.0

D S Gl e NN S e A A e

m/z--> 50 100 150 200 250 300 350 400 450 500 14.40 14.60 14.80 15.00

8270-BF102318_.M Fri Nov 02 11:53:17 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110362.D

Aca On 1 Nov 2018 12:17

Operator : JU/SJ

Sample = J5205-09

Misc :

ALS Vial : 3 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-BF102318_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 14

Peak Number 17 Eicosane

R.T. EstConc Area

Relative to ISTD R.T.

14.89 9.28 ng 270960

Hit# of 5 Tentative ID

Chrysene-di12

MW  MolForm

1 Eicosane

2 Pentacosane

3 2-methvloctacosane
4 Octacosane

5 Hentriacontane

282 C20H42
352 C25H52
408 C29H60
394 C28H58
437 C31H64

000112-95-8 94
000629-99-2 91
1000376-72-8 91
000630-02-4 91
000630-04-6 91

Abundance Scan 2177 (14.892 min): BF110362.D (-2172) (-) m/z 57.10 100.00%
57.1
o \_/\_A‘/\[LL
1], 9.1 1411 1460 1480 15,00 1520
1831 267.1
ol A d [y P8 1831 2240 2671 4103 o oi0T 66 gan
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57.0
5000
mmmmmmmm
m/z 43.05 59.22%
99.0
M$MJ,J‘w0mw2%o 282.0
A e o e S O B B A A B
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57.0
R e R e m T
14.60 14.80 15.00 15.20
5000 m/z 85.10 45_16%
990 141.0
olzeol Ly A | 7] 1830 2250 2670 390 w20
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57.0 mmmmmmmm
m/z 55.05 21.23%
5000
99.0
0 ‘HJHJFW1%OQM2mom% 365.0
i o T o e e e s e R R e e
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110362.D

Aca On 1 Nov 2018 12:17

Operator : JU/SJ

Sample = J5205-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .97 27.27 ng 2594410 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2190 (14.968 min): BF110362.D (-2181) (-) m/z 57.10 100.00%
57.1
l J 99.0 14.60 14.80 15.00 15.20
1411 . . . .
ol A LAl g 4L 1832 2252 2673 3003 w654 u7o71 10 62.41%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
5000 L DU PR DU UM
14.60 14.80 15.00 15.20
99.0 m/z 43.05 58.69%
o2 l| L ,1410 1830 2250 2810  337.0  394.0
m/z--> éo 100 150 260 250 300 350 '
Abundance #215181: 2-methyloctacosane
57.0
14.60 14.80 15.00 15.20
5000 m/z 85.05 47 .40%
99.0
OmQJJ H Mm:m02%0%m:mo 365.0394.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane =TT T T
57.0 14.60 14.80 15.00 15.20
m/z 69.10 32.67%
5000
99.0
o “‘J‘J‘ t\ 1410 1830 2250 267.0 309.0  367.0
m/z--> 50 100 150 200 250 300 350 ' 1460 14.80 15.00 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110362.D

Aca On 1 Nov 2018 12:17

Operator : JU/SJ

Sample = J5205-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Tetracosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.09 5.69 ng 540927 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2381 (16.092 min): BF110362.D (-2375) (-) m/z 57.10 100.00%
57.1
5000 \ |
9.1 mmmmmmmm
141.1
ol l, by JAEL 1072 2851 032 38124144 - Uaia”T 61 aay,

f T
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57.0

5000 L B e e B B
1580 16. 00 16. 20 16. 40

m/z 71.10 60.06%

99.0
M$l L[ 2420 1830 2250 2820
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0

15. 80 16.00 16.20 16.40

5000 m/z 85.05 45.48%
990
02800 | | |y 1410 183.0 2250 281.0  337.0  394.0
e I A e e e AR AN I e e o
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57.0 15. 80 16.00 16.20 16.40

m/z 55.00 22.02%

5000
99.0
26/0 Mwl%OﬂMZNO 338.0

\JJI\

m/z--> 50 100 150 200 250 300 350 400 15. 80 16. 00 16. 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110362.D

Aca On 1 Nov 2018 12:17

Operator : JU/SJ

Sample = J5205-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 2-methyloctacosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.43 6.84 ng 651124 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Triacontane 422 C30H62 000638-68-6 90
4 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 90
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90
Abundance Scan 2438 (16.427 min): BF110362.D (-2431) (-) m/z 57.10 100.00%
57.1
el " 16.20 16.40 16.60 16,80
41.1 - - -
ol bbby dtsoone 2e7a T 05 6. 470
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57.0
5000 LB UL SULN MR B
16.20 16.40 16.60 16.80
99.0 m/z 43.05 58.91%
N ﬂ L 149 1830 2250 267.0 3090 3550
m/z--> éo " 100 1éo 200 250 300 3%0 400
Abundance #141426: Heneicosane
57.0
" 16.20 16.40 16.60 16,80
5000 m/z 85.10 47 .25%
99.0
oL.25l0 \ | J / 1419 1830 225.0 296.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane N e e B e
57.0 16.20 16.40 16.60 16.80
m/z 55.00 22 .58%
5000
99.0
o Ui d | Ja10 1830 2250 267.0 309.0 3510 4220
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\

Data File : BF110362.D

Acq On 1 Nov 2018 12:17 Instrument :
Operator : JU/SJ BNA_F

Sample - J5205-09 ClientSampleld :
Misc : TR-04-103018-B
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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]
Butane, 2-methoxy... 2.29 19.8 ng 497425 1 6.96 501965 20.0
unknown6.73 6.73 103.7 ng 2601900 1 6.96 501965 20.0
Hexadecanoic acid... 11.86 37.8 ng 1103710 4 11.49 583510 20.0
n-Hexadecanoic acid 12.00 10.3 ng 301119 4 11.49 583510 20.0
9,12-Octadecadien... 12.55 55.0 ng 1605970 4 11.49 583510 20.0
10-Octadecenoic a... 12.57 98.6 ng 2877500 4 11.49 583510 20.0
Triacontane 12.62 67.6 ng 1973030 4 11.49 583510 20.0
Methyl stearate 12.65 24 .4 ng 710938 4 11.49 583510 20.0
Indigo 13.37 7.5 ng 220232 5 14.13 584262 20.0
Heneicosane 13.66 136.3 ng 3983330 5 14.13 584262 20.0
Octacosyl heptafl... 13.95 7.4 ng 217081 5 14.13 584262 20.0
Benzoic acid, 2-(... 13.99 5.4 ng 157124 5 14.13 584262 20.0
Heptadecane, 9-he... 14.36 120.4 ng 3516780 5 14.13 584262 20.0
Hexacosane 14 .57 7.4 ng 217315 5 14.13 584262 20.0
Octadecanoic acid... 14.76 15.2 ng 443978 5 14.13 584262 20.0
Eicosane 14.89 9.3 ng 270960 5 14.13 584262 20.0
Octacosane 14.97 27.3 ng 2594410 6 15.66 1902710 20.0
Tetracosane 16.09 5.7 ng 540927 6 15.66 1902710 20.0
2-methyloctacosane 16.43 6.8 ng 651124 6 15.66 1902710 20.0
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