LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113300.D

Acq On : 26 Mar 2019 19:28

Operator : JU/SJ

Sample - K2081-18

Misc :

ALS Vial : 4 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BF032519_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 height area % max. total
1 2.257 19 29 30 rBv4 44493 133297 2.49% 0.265%
2 5.322 546 550 570 rBV 3393220 3794920 70.97% 7.549%
3 6.357 720 726 742 rBV 3643448 4346558 81.29% 8.646%
4 6.475 742 746 750 rBV 3923816 4154291 77.69% 8.264%
5 6.698 781 784 795 rVB 1041229 985779 18.44% 1.961%
6 6.857 807 811 815 rBV 3367912 3153752 58.98% 6.273%
7 7.263 875 880 883 rBvV 2508998 2643011 49.43% 5.257%
8 7.404 898 904 915 rBvV 174187 418880 7.83% 0.833%
9 7.486 915 918 932 rVB 34235 56369 1.05% 0.112%
10 7.980 998 1002 1020 rBV 1280976 1245394 23.29% 2.477%

11 9.057 1180 1185 1189 rBV 4377182 4471984 83.63% 8.896%
12 9.451 1249 1252 1263 rVB 257107 229450 4._.29% 0.456%
13 9.733 1295 1300 1314 rVB 1467242 1369587 25.61% 2.724%
14 10.516 1429 1433 1447 rBV 2100944 2126676 39.77% 4_.230%
15 11.169 1537 1544 1548 rBV 162484 223819 4._.19% 0.445%

16 11.210 1548 1551 1559 rVB 1491054 1349650 25.24% 2.685%
17 11.751 1637 1643 1656 rBV 1054342 1547487 28.94% 3.078%
18 12.010 1683 1687 1695 rVB 310829 375535 7.02% 0.747%
19 12.327 1737 1741 1747 rVB2 55597 96396 1.80% 0.192%
20 12.457 1757 1763 1767 rBV6 27561 62656 1.17% 0.125%

21 12.527 1771 1775 1787 rVV2 745960 1112550 20.81% 2.213%
22 12.615 1787 1790 1794 rVB3 39683 55700 1.04% 0.111%
23 12.792 1815 1820 1823 rBV 3959501 3745756 70.05% 7.451%
24 12.863 1828 1832 1842 rVB3 49383 103679 1.94% 0.206%
25 13.568 1947 1952 1960 rBV7 44981 94257 1.76% 0.187%

26 13.745 1977 1982 1993 rBV2 117641 342524 6.41% 0.681%
27 13.833 1993 1997 2003 rBV 989879 1000248 18.71% 1.990%
28 13.904 2005 2009 2011 rBVZ2 58868 91980 1.72% 0.183%
29 14.010 2024 2027 2038 rVB 174268 263026 4.92% 0.523%
30 14.192 2049 2058 2059 rBv4 126748 279711 5.23% 0.556%

31 14.309 2062 2078 2090 rVB2 1340221 5347249 100.00% 10.637%
32 14.604 2125 2128 2136 rVV 270176 284658 5.32% 0.566%
33 14.674 2136 2140 2144 rVB 376606 334342 6.25% 0.665%
34 14.915 2178 2181 2189 rVB 247690 304356 5.69% 0.605%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113300.D

Acq On : 26 Mar 2019 19:28

Operator : JU/SJ

Sample - K2081-18

Misc :

ALS Vial : 4 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.239 2231 2236 2239 rBV 719910 965581 18.06% 1.921%

36 15.268 2239 2241 2247 rVB 219014 232378 4 _.35% 0.462%
37 15.662 2304 2308 2313 rVB 118773 170493 3.19% 0.339%
38 16.121 2382 2386 2396 rVB2 64787 116407 2.18% 0.232%
39 16.598 2460 2467 2474 rBV2 256760 594353 11.12% 1.182%
40 17.968 2688 2700 2719 rBV2 579045 2046956 38.28% 4.072%

Sum of corrected areas: 50271695
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

BF113300.D

26 Mar 2019 19:28

JussJ

K2081-18

4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113300.D

Acq On : 26 Mar 2019 19:28

Operator : JU/SJ

Sample - K2081-18

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 unknown2.26 Concentration Rank 17

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

2.26 2.70 ng 133297 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,2-Ethanediol 62 C2H602 000107-21-1 45
2 Ethene, chloro- 62 C2H3CI 000075-01-4 5
3 Ethanethiol 62 C2H6S 000075-08-1 4
4 Monoethanolamine 61 C2H7NO 000141-43-5 3
5 Peroxide, dimethyl 62 C2H602 000690-02-8 3

Abundance Scan 29 (2.257 min): BF113300.D (-19) (-) m/z 42.95 100.00%

43
5000
62

220230240250260270
) - L .l....,....?.‘?..,l...,..?.9,....,... m/z 42.00 39.83%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #325: 1,2-Ethanediol
31

5000 BNV VAL AR AR AN
2.202.30 2.40 2.50 2.60 2.70
m/z 62.00 33.40%

43
O e e T T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance
27
62

2.202.30 2.40 2.50 2.60 2.70

5000 m/z 43.95 28.24%
35
0 38 4750 59 65
L B B B R B B R R RN R R R EEEEE R
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #332: Ethanethiol R R R AR R LR
29 47 62 2.202.30 2.40 2.50 2.60 2.70

m/z 60.90 21.69%

5000
2
34
1215 ‘ |37 44\ 50 m 65
L 2

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 2.202.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113300.D

Acq On : 26 Mar 2019 19:28

Operator : JU/SJ

Sample - K2081-18

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 unknown6.47 Concentration Rank 2

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

6.47 84.28 ng 4154290 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 745 (6.469 min): BF113300.D (-742) (-) m/z 132.00 100.00%
5000 68
© st || 77 Froerte J Tolo o0 650 6bo
o gL e | eus N~ m/z 68.00 43.65%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IREBEAREE RS LRSS S
6.20 6.40 6.60 6.80
2 51 78 m/z 134.00 31.56%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
" 620 640 6.60 680
5000 67 m/z 65.95 27.96%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R L e
57 132 6.20 6.40 6.60 6.80
24 m/z 68.95 17.10%
5000 og 0
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113300.D

Acq On : 26 Mar 2019 19:28

Operator : JU/SJ

Sample - K2081-18

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 4 Hexanoic acid, 2-ethyl- Concentration Rank 10

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

7.40 6.73 ng 418880 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Heptanoic acid, 2-ethyl- 158 C9H1802 003274-29-1 45
3 1,4-Dioxane 88 C4H802 000123-91-1 38
4 L(-)-Fucose, tetramethyl ether 220 C10H2005 1000332-75-0 36
5 Methyl 2,3,4-tri-0-methyl-6-deox... 220 C10H2005 072983-16-5 33

Abundance Scan 903 (7.398 min): BF113300.D (-898) (-) m/z 73.00 100.00%
7B 88 T
5000
41 57
101
| || | - 116 7.00 7.20 7.40 7.60 7.80
S 1 1 7 e — m/z 88.00 86.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20862: Hexanoic acid, 2-ethyl-
73 88
5000 A UL R
41 57 7.00 7.20 7.40 7.60 7.80
29 101 116 m/z 41.00 36.14%
SN AT S - 7" S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
73 88
7.00 7.20 7.40 7.60 7.80
5000 m/z 56.95 35.19%
" 101
29 55
0 158
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #2008: l,4—Dioxane (NS B LI LI B B
28 7.00 7.20 7.40 7.60 7.80
m/z 55.00 23.69%
88
5000 58
il L\\
0'”P”W”lP”Wh”P”W”E%”W”mP”W””P“W””'“W“”P”W”' | S LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113300.D

Acq On : 26 Mar 2019 19:28

Operator : JU/SJ

Sample - K2081-18

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.75 22.93 ng 1547490 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 92
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1643 (11.751 min): BF113300.D (-1637) (-) m/z 73.00 100.00%
43 60 73
5000 129
97 213 mma e N EEAEE
S 4157171185 227 5 256 11:40 11.60 11.80 12.00
ol 41 m/z 43.00 89.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129
11.40 11.60 11.80 12.00
m/z 59.90 87 .25%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.40 11.60 11.80 1200
5000 129 m/z 57.00 74.61%
29 87
115 | 143 199 242
101 185
s 157171 213506
m/z--> 25 Jo eb éo 160 150 150 160 180 200 250 250 2éo
Abundance #72647: Tridecanoic acid
60 73 11.40 11.60 11.80 12.00
43 m/z 55.00 67.03%
129
5000 29
143157 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113300.D

Acq On : 26 Mar 2019 19:28

Operator : JU/SJ

Sample - K2081-18

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 Pentadecanal- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.01 5.56 ng 375535 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanal- 226 C15H300 002765-11-9 94
2 Heptadecanal 254 C17H340 1000376-70-0 94
3 Hexadecanal 240 C16H320 000629-80-1 91
4 Tetradecanal 212 C14H280 000124-25-4 90
5 E-2-Tetradecen-1-ol 212 C14H280 1000130-83-7 80
Abundance Scan 1687 (12.010 min): BF113300.D (-1683) (-) m/z 57.00 100.00%

7

82

5000

1?

11.60 11.80 12.00 12.20 12.40
m/z 43.00 94.45%

124
o 137 152 166 180 194 208 222

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82955: Pentadecanal-
57 82
41
96
5000{ 29 69 e
11.60 11.80 12.00 12.20 12.40
m/z 82.00 77.20%
109 124
R e
O e e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43
57 82
_rl_l_l_l—rl_l_l_l—l_l_l_l_l—l_l_l_l_l—l_l_l_
11.60 11.80 12.00 12.20 12.40
5000 69 96 m/z 55.00 71.87%
29
109 13
o 137 152166 180194 208 236 o5y
T T T T T T T e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94312: Hexadecanal ST T T T
4 7 82 11.60 11.80 12.00 12.20 12.40
m/z 41.00 65.40%
96
5000
109
o ‘ \ ‘ H\‘ 1, il 152100180 196 222 240
“.”,”.w. R R EREERESR S R e e  RRLEE
m/z--> 40 80 100 120 140 160 180 200 220 240 11. 60 11. 80 12. 00 12. 20 12. 40

8270-BF032519.M Wed Mar 27 17:30:09 2019 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113300.D

Acq On : 26 Mar 2019 19:28

Operator : JU/SJ

Sample - K2081-18

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.53 22.25 ng 1112550 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 1775 (12.527 min): BF113300.D (-1771) (-) m/z 43.00 100.00%

D

B 57 73
5000

143157171 12.20 12.40 12.60 12.80
Ot m/z 72.95 96.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73
43 §
129
5000 28 284 TT [T T T T [T T T T[T T T T [TTTT]
12.20 12.40 12.60 12.80
m/z 59.95 84 .45%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57 R
12.20 12.40 12.60 12.80
5000 129 m/z 57.00 83.02%
87 199
27 15 143157171185 242
0 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid R AL
43 60 12.20 12.40 12.60 12.80
m/z 55.00 68.95%
5000
143187171185 213
0 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113300.D

Acq On : 26 Mar 2019 19:28

Operator : JU/SJ

Sample - K2081-18

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 unknownl2.86 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.86 2.07 ng 103679 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Palmitoyl chloride 274 C16H31CIO 000112-67-4 14
2 Fumaric acid, decyl 2-pentyl ester 326 C19H3404 1000330-41-9 14
3 2-Chloro-1-buten-3-one 104 C4H5CIO 000683-70-5 14
4 Ether, tert-butyl isopropylidene... 154 C10H180 024524-56-9 10
5 2(3H)-Furanone, 5-methyl- 98 C5H602 000591-12-8 10
Abundance Scan 1832 (12.863 min): BF113300.D (-1828) (-) m/z 55.00 100.00%
104
4
5000
112.60 12.80 13.00 13.20
(o} m/z 43.00 89.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #122809: Palmitoyl chloride
43 98
5000 L IR SN SULLN I
29 12.60 12.80 13.00 13.20
239 m/z 104.00 89.51%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117 239
70
100 MBS | 0/ NN
55 12.60 12.80 13.00 13.20
5000 m/z 98.00 80.64%
41 85 187
141 169 257
0 27 155 211
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4676: 2-Chloro-1-buten-3-one B B e ST
43 12.60 12.80 13.00 13.20
104 m/z 41.00 T74.72%
5000 61
89
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 60 12. 80 13. 00 13. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113300.D

Acq On : 26 Mar 2019 19:28

Operator : JU/SJ

Sample - K2081-18

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 9 Behenic alcohol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.74 6.85 ng 342524 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 l1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 1-Octadecanol 270 C18H380 000112-92-5 94
5 1-Heptacosanol 396 C27H560 002004-39-9 94

Abundance Scan 1981 (13.739 min): BF113300.D (-1977) (-) m/z 57.00 100.00%

5000

13.40 13.60 13.80 14.00

1p6 153
m/z 55.00 94 .35%

o 185 208 239255 281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol

5000 LA LI L L L L L LB
13. 40 13. 60 13 80 14. 00
m/z 83.00 94 .33%
o \‘ ‘\ ‘ 167182 210 238 264280 308
RN RRRR LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
R R REE
13.40 13.60 13.80 14.00
5000 111 m/z 43.00 92.68%

29
139 167182 210 238 266 294

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131393: n-Nonadecanol-1 R A REER R
43 83 13.40 13.60 13.80 14.00

m/z 97.00 90.47%

5000

o2}

2

126 154 180 210 238 266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 40 13. 60 13 80 14. 00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113300.D

Acq On : 26 Mar 2019 19:28

Operator : JU/SJ

Sample - K2081-18

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 Tetradecane, 2,6,10-trimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
14.01 5.26 ng 263026 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Octadecane, 2-methyl- 268 C19H40 001560-88-9 87
4 Docosane 310 C22H46 000629-97-0 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2027 (14.010 min): BF113300.D (-2024) (-) m/z 57.00 100.00%

57
43 | 11
5000 85

99
113127141155 13.60 13.80 14.00 14.20 14.40
169183 211 239 281
....,|...|,..|'..,':l...l|,..'.'.,.'...,....,.... S e 20281298 | Tz 71.00 63.78%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57
43
71
13.60 13.80 14.00 14.20 14.40
0
0113 155 133 m/z 43.00 59.66%
0 Ll | 127141 | 169 197211225240
RARERRRRS ,,,,, T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 R e AR REEEE mE
71 13.60 13.80 14.00 14.20 14.40
5000 a5 m/z 85.00 46 .75%
29

99
113127141155169183197211 240

L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117648: Octadecane, 2-methyl-
43 57 13.60 13.80 14.00 14.20 14.40
m/z 41.00 19.96%
71
5000
85
99
. ‘ i 1}3127141155169183197211225 253268
IR R o e B e e e o A RNRARSS SR RLE RN NN R R RS s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113300.D

Acq On : 26 Mar 2019 19:28

Operator : JU/SJ

Sample - K2081-18

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 Octadecanoic acid, ethenyl ... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.19 5.59 ng 279711 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, ethenyl ester 310 C20H3802 000111-63-7 50
2 18-Pentatriacontanone 507 C35H700 000504-53-0 50
3 2-Nonadecanone 282 C19H380 000629-66-3 38
4 Benzo(a)pyren-6-amine 267 C20H13N 007428-83-3 35
5 Nonadecane 268 C19H40 000629-92-5 22
Abundance Scan 2058 (14.192 min): BF113300.D (-2049) (-) m/z 57.00 100.00%
57 267
=T MJU
11 a0 222 %5 13:80 14.00 14.20 14.40 14.60
O, m/z 71.00 91.04%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #153146: Octadecanoic acid, ethenyl ester
267
57
5000 NI AR B B
13.80 14.00 14.20 14.40 14.60
85 m/z 43.00 91.02%
29 ‘ H 11,5, 239
IO T Vet 2N - - R—
m'z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
71
»67 13:80 14.00 14.20 14.40 14.60
5000 m/z 267.20 89.30%
97
127 239 295
ob e AU, 288290 | |yl J17323349 379407 449 478506
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129460: 2-Nonadecanone R R
58 13.80 14.00 14.20 14.40 14.60
m/z 58.00 52.89%
5000
85
0 29 || | M1133 180 202 282
LN rTrrrrrrryrrrrrrrrr|[rrrr[rrrr[rrrr [ rrrr [ rrr T —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m'z-> 0 50 100 150 200 250 300 350 400 450 500 13.80 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113300.D

Acq On : 26 Mar 2019 19:28

Operator : JU/SJ

Sample - K2081-18

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 18-Pentatriacontanone Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.31 106.92 ng 5347250 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 18-Pentatriacontanone 507 C35H700 000504-53-0 53
2 Eilcosane 282 C20H42 000112-95-8 35
3 Nonadecane 268 C19H40 000629-92-5 35
4 Tetracosane 338 C24H50 000646-31-1 30
5 Hexadecane 226 C16H34 000544-76-3 30

Abundance Scan 2078 (14.309 min): BF113300.D (-2062) (-) m/z 57.00 100.00%
g7
267
5000
14.00 14.20 14.40 14.60
0 m/z 71.00 83.76%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #235971: 18-Pentatriacontanone
71
267
5000 LR B BULLILN B B
mmmmmmmm
230 m/z 43.00 80.04%
0 w}27 166194 L Ll 323349379407 449 478506
m/z--> 56 100 150 200 2%0 300 3%0 460 4%0 560
Abundance
57
14.00 14.20 14.40 14.60
5000 85 m/z 267.20 63.60%
29
o 113 141 169 197 225 253 282
m/z--> 56 160 1%0 260 2%0 360 3%0 460 4%0 560
Abundance #117638: Nonadecane R e AR
14.00 14.20 14.40 14.60
m/z 85.00 46.86%
5000
113141169197 995 268
m/z--> 50 100 150 200 250 300 350 400 450 500 14 dd 14 20 14 4'0' I1I4|6IOI o

8270-BF032519.M Wed Mar 27 17:30:15 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113300.D

Acq On : 26 Mar 2019 19:28

Operator : JU/SJ

Sample - K2081-18

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 13 Hexacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.60 5.90 ng 284658 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 2127 (14.598 min): BF113300.D (-2125) (-) m/z 57.00 100.00%
57
LRI LN BSUIR SN B
113 141 169 207 14.20 14.40 14.60 14.80 15.00
0...J,..].||,.'...,-.... L 2067 | m/z 43.00 63.92%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 AR BN BRI SRR
1420 14.40 14.60 14.80 15.00
m/z 71.00 62 .44%
0 ZPJ |} | H m341?1 169 197 225 253 295 323 367
m/z--> 50 100 1%0 200 250 300 350 '
Abundance
57
o 14.20 14.40 14.60 14.80 15.00
5000 m/z 85.00 46.78%
29 113
0 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane BB e e
57 14.20 14.40 14.60 14.80 15.00
m/z 55.00 23.12%
B | ~/”}/\\~u~_~j\JLA“W_VAVVA_
N ] Ulﬁ3‘141 169 197 225 267 295 365 393
m/z--> 50 100 1%0 200 250 300 350 ' 1420 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113300.D

Acq On : 26 Mar 2019 19:28

Operator : JU/SJ

Sample - K2081-18

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 Squalene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .67 6.93 ng 334342 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 87
3 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 80
4 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
5 2,6-Octadiene, 4-methyl- 124 C9H16 074498-94-5 50
Abundance Scan 2139 (14.668 min): BF113300.D (-2136) (-) m/z 69.00 100.00%
69
5000
a R A SUN B SRR
95 137 14.40 14.60 14.80 15.00
ol bl 415 4 161 203 231255281 341 77 g1.00 51.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
5000, 4t RN IR UL U U
14,40 14.60 14.80 15.00
9 m/z 41.00 25.08%
5 137
o L I H 17 M‘161 191 217 273 299 341 367 410
T UL ALY UAR LY RN B
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14,40 14.60 14.80 15.00
5000 m/z 95.00 12 .44%
41
95 137
o 117 | 163 191 217 245 273 299 341 367 410
L I L L DL L DL UL L DL
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- LI LA L LA BB LR
69 14.40 14.60 14.80 15.00
a1 m/z 68.00 10.93%
5000 ~//\\WWWANAMWWAWV,M
95 123
Bl Y B bl ==ocr s oy e
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113300.D

Acq On : 26 Mar 2019 19:28

Operator : JU/SJ

Sample - K2081-18

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 Tetracosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.92 6.30 ng 304356 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
5 Eicosane 282 C20H42 000112-95-8 90
Abundance Scan 2182 (14.921 min): BF113300.D (-2178) (-) m/z 57.00 100.00%
57
5000 85
T 1 o s s 208 1460 1450 15,00 1520
ol b b 20, 197225 258 295 m/z 71.00  68.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57
5000 85 L AR SRR B SR
Mmmmmmmm
29 m/z 43.00 58.66%
113
0 | L ‘ ' d 141 169 197 225 253 281 309 338
m/z--> §o 100 1éo 260 250 360 3%0 460
Abundance
57
14,60 14.80 15.00 15.20
5000 85 m/z 85.00 49 .48%
113 141
o 29 169 197 225 253 281 309 337 365 393 422
HELELELI UL SRR IURLELEL UL SURLELELN BUNLELUN UL SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane R R B
57 14.60 14.80 15.00 15.20
m/z 55.00 20.03%
85
5000
29 113
oL L. | |, [ | 141 169 197 225 253 296
m/z--> 5'0 100 1&'30 2(')0 25'30 3(')0 3%0 4(|)O 14 60 14. 80 15. 00 15 20

8270-BF032519.M Wed Mar 27 17:30:17 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113300.D

Acq On : 26 Mar 2019 19:28

Operator : JU/SJ

Sample - K2081-18

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 Pentacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

15.66 3.53 ng 170493 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 2308 (15.662 min): BF113300.D (-2304) (-) m/z 57.00 100.00%

5000
31 15.40 15.60 15.80 16.00
0 m/z 71.00 67.13%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185533: Pentacosane
57
5000 TT T[T T T T[T T rrrrrrr1

15.40 15.60 15.80 16.00
m/z 43.00 65.21%

| \\ | ] \ 1183 225 267 309 352

0..” B N D
m/z--> O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
e R Eaa s
15.40 15.60 15.80 16.00
5000 m/z 85.00 50.05%
99
ol 26 141 183 225 296
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane e A
517 15.40 15.60 15.80 16.00
m/z 55.00 20.32%
5000

i

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L LA R a e

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15.40 15.60 15. 80 16. 00

8270-BF032519.M Wed Mar 27 17:30:18 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113300.D

Acq On : 26 Mar 2019 19:28

Operator : JU/SJ

Sample - K2081-18

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 17 2-methyloctacosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.12 2.41 ng 116407 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
3 Triacontane 422 C30H62 000638-68-6 90
4 Docosane 310 C22H46 000629-97-0 86
5 5-Ethyl-5-methylnonadecane 310 C22H46 1000360-42-7 80
Abundance Scan 2386 (16.121 min): BF113300.D (-2382) (-) m/z 57.00 100.00%
5000 j\mewvw“kN/\W\nuyxw~w/W
113 101 100 167 pa0 pae 15180 16100 1600 1640
o} m/z 71.00 75.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
5000 85 R AR SRR RN IR
15.80 16.00 16.20 16.40
13 m/z 43.00 66 .50%
N ““‘w W ‘141‘169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
15.80 16.00 16,20 16.40
5000 85 m/z 85.00 51.34%
oL 37 13 141 169 197 29 267 204 323 352 j\hva,NwwNﬂ/\w“”dwvm“MVJ/\
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane e A RERREEESE L
57 15.80 16.00 16.20 16.40
m/z 55.00 22.38%
o I /\\/N/\/\/MV/\
113
ol29) || J | 141 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 ﬁ 250 300 350 400 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113300.D

Acq On : 26 Mar 2019 19:28

Operator : JU/SJ

Sample - K2081-18

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 16-Hexadecanoyl hydrazide Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.60 12.31 ng 594353 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Hexadecanoyl hydrazide 270 C16H34N20 002619-88-7 68
2 Palmitic acid vinyl ester 282 C18H3402 000693-38-9 60
3 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 25
4 Tridecane, l-iodo- 310 C13H271 035599-77-0 22
5 Tridecane-3,5,9,11-tetraone, 2,2... 296 C17H2804 1000163-41-4 22
Abundance Scan 2467 (16.598 min): BF113300.D (-2460) (-) m/z 57.00 100.00%
267 16.20 16.40 16.60 16.80 17.00
3
o 2% 83 3% "m/z 71.00 97.45%
m/z--> 50 100 150 200 250 300 350
Abundance #119244: 16-Hexadecanoyl hydrazide
3P
5000 LRI IR SR SN B
16.20 16.40 16.60 16.80 17.00
57 m/z 43.00 89.31%
oLl 1 1% 109 137155 104 221°%° 270
m/z--> 50 100 150 200 250 300 350
Abundance
57
2% 16.20 16.40 16.60 16.80 17.00
5000 g5 m/z 239.20 82.87%
29 109
0 137 165183 211 264
m/z--> 50 100 150 200 250 300 350
Abundance #71399: Tetradecane, 4-methyl- T T T T
a3 7 16.20 16.40 16.60 16.80 17.00
m/z 58.00 55.01%
5000
99 1
0 Ll ‘\ il \\ ‘J 12\7 i 197
m/z--> 50 100 150 200 250 300 350 16.20 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113300.D

Acq On : 26 Mar 2019 19:28

Operator : JU/SJ

Sample - K2081-18

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 unknownl7.97 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.97 42_.40 ng 2046960 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, ethenyl ester 310 C20H3802 000111-63-7 45
2 Dodecane, 4-methyl- 184 C13H28 006117-97-1 38
3 Decane, 5-propyl- 184 C13H28 017312-62-8 38
4 Octadecane 254 C18H38 000593-45-3 30
5 Decane, 3-methyl- 156 C11H24 013151-34-3 30

Abundance Scan 2700 (17.968 min): BF113300.D (-2688) (-) m/z 57.00 100.00%

5000

17.60 17.80 18.00 18.20
m/z 71.00 94.77%

152170 194515 295 373 351

0!

m/z--> 50 100 150 200 250 300 350
Abundance #153147: Octadecanoic acid, ethenyl ester
57
239
5000 85 267 LA L L L L LB L
17.60 17.80 18.00 18.20
29 ‘ ‘ﬂm 211 m/z 43.00 88.81%
137
A A
m/z--> 50 100 150 200 250 300 350
Abundance
43 71
s B
17.60 17.80 18.00 18.20
5000 m/z 58.00 55.87%
99 141
15 169
o=t b, =
m/z--> 50 100 150 200 250 300 350
Abundance #48838: Decane, 5-propyl- T T
57 17.60 17.80 18.00 18.20

m/z 239.15 49_44%

5000

112 140
| [ | 184

| T T I T I
m/z--> 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20

o
= N
©
[e0]
a1
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113300.D

Acq On : 26 Mar 2019 19:28

Operator : JU/SJ

Sample - K2081-18

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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]
unknown2 .26 2.26 2.7 ng 133297 1 6.70 985779 20.0
unknown6 .47 6.47 84.3 ng 4154290 1 6.70 985779 20.0
Hexanoic acid, 2-... 7.40 6.7 ng 418880 2 7.98 1245390 20.0
n-Hexadecanoic acid 11.75 22.9 ng 1547490 4 11.21 1349650 20.0
Pentadecanal - 12.01 5.6 ng 375535 4 11.21 1349650 20.0
Octadecanoic acid 12.53 22.3 ng 1112550 5 13.83 1000250 20.0
unknownl12 .86 12.86 2.1 ng 103679 5 13.83 1000250 20.0
Behenic alcohol 13.74 6.8 ng 342524 5 13.83 1000250 20.0
Tetradecane, 2,6,... 14.01 5.3 ng 263026 5 13.83 1000250 20.0
Octadecanoic acid... 14.19 5.6 ng 279711 5 13.83 1000250 20.0
18-Pentatriaconta... 14.31 106.9 ng 5347250 5 13.83 1000250 20.0
Hexacosane 14.60 5.9 ng 284658 6 15.24 965581 20.0
Squalene 14.67 6.9 ng 334342 6 15.24 965581 20.0
Tetracosane 14.92 6.3 ng 304356 6 15.24 965581 20.0
Pentacosane 15.66 3.5 ng 170493 6 15.24 965581 20.0
2-methyloctacosane 16.12 2.4 ng 116407 6 15.24 965581 20.0
16-Hexadecanoyl h... 16.60 12.3 ng 594353 6 15.24 965581 20.0
unknownl7.97 17.97 42.4 ng 2046960 6 15.24 965581 20.0
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