LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062819\
Data File : BF115295.D

Aca On 28 Jun 2019 21:29

Operator : HP/JU

Sample = K3528-02

Misc :

ALS Vial : 14 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-BF062119.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 4.431 420 424 430 rvVB 136133 169499 2.66% 0.254%
2 5.195 549 554 557 rBVY 4617625 4870337 76.38% 7.295%
3 6.237 725 731 734 rBV 4412209 5208108 81.68% 7.801%
4 6.260 734 735 742 rVB 143783 122937 1.93% 0.184%
5 6.366 748 753 756 rBVY 5420898 5349404 83.90% 8.013%
6 6.595 788 792 796 rBVY 1966439 1567720 24.59% 2.348%
7 6.754 814 819 822 rBVY 5118782 4362188 68.41% 6.534%
8 7.160 882 888 891 rBVY 3494508 3428266 53.77% 5.135%
9 7.395 925 928 936 rVB 72537 69172 1.08% 0.104%
10 7.878 1005 1010 1013 rBV 2390005 2045845 32.09% 3.065%

11 8.954 1188 1193 1196 rBV 6564143 6376161 100.00% 9.551%
12 9.348 1256 1260 1266 rVB 930191 757597 11.88% 1.135%
13 9.478 1279 1282 1287 rVB 72563 65258 1.02% 0.098%
14 9.625 1302 1307 1310 rBV 2599934 2427757 38.08% 3.637%
15 10.407 1435 1440 1443 rBV 4164227 4015816 62.98% 6.015%

16 11.095 1553 1557 1559 rBV 2996878 2511319 39.39% 3.762%
17 11.113 1559 1560 1564 rVB 211580 148833 2.33% 0.223%
18 11.166 1564 1569 1573 rVB3 56602 69604 1.09% 0.104%
19 11.572 1634 1638 1640 rBV2 81693 101912 1.60% 0.153%
20 11.607 1640 1644 1648 rVV2 122972 190976 3.00% 0.286%

21 11.654 1648 1652 1658 rVV 1735379 1878979 29.47% 2.815%
22 11.819 1677 1680 1686 rBV2 96579 105278 1.65% 0.158%
23 12.213 1742 1747 1754 rVB5 56271 111291 1.75% 0.167%
24 12.295 1757 1761 1764 rBV 520674 456981 7.17% 0.685%
25 12.348 1764 1770 1771 rBV2 149076 189151 2.97% 0.283%

26 12.424 1780 1783 1792 rBV 737613 884569 13.87% 1.325%
27 12.519 1794 1799 1802 rVV 538558 523445 8.21% 0.784%

28 12.577 1806 1809 1814 rVB5 54513 80273 1.26% 0.120%
29 12.677 1821 1826 1829 rBV 6149957 6230679 97.72% 9.333%
30 12.848 1853 1855 1859 rVB2 85970 71145 1.12% 0.107%
31 12.948 1868 1872 1880 rVB4 103048 169049 2.65% 0.253%
32 13.154 1902 1907 1916 rVB7 42895 86168 1.35% 0.129%
33 13.454 1955 1958 1962 rBV2 71199 93734 1.47% 0.140%

34 13.601 1980 1983 1997 rBV3 559729 1804019 28.29% 2.702%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062819\
Data File : BF115295.D

Aca On 28 Jun 2019 21:29

Operator : HP/JU

Sample = K3528-02

Misc :

ALS Vial : 14 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-BF062119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.713 1997 2002 2008 rVB3 2440851 3179784 49.87% 4_.763%

36 13.913 2034 2036 2041 rBV3 139569 130146 2.04% 0.195%
37 14.218 2085 2088 2090 rBV 296870 273438 4._.29% 0.410%
38 14.254 2090 2094 2106 rVvB6 177179 553052 8.67% 0.828%
39 14.513 2134 2138 2141 rBV 351828 338806 5.31% 0.508%
40 14.577 2145 2149 2153 rVB 333235 347058 5.44% 0.520%

41 14.636 2154 2159 2166 rVB3 171876 243799 3.82% 0.365%
42 14.695 2166 2169 2172 rBVY 323270 425022 6.67% 0.637%
43 14.807 2183 2188 2193 rVB2 456081 530671 8.32% 0.795%
44 14.960 2211 2214 2219 rVB 207631 235943 3.70% 0.353%
45 15.012 2220 2223 2228 rVV 274758 284515 4._46% 0.426%

46 15.071 2228 2233 2237 rVV 1825147 2087890 32.75% 3.128%
47 15.142 2241 2245 2252 rVB 401100 513578 8.05% 0.769%
48 15.312 2271 2274 2278 rBV4 61935 68460 1.07% 0.103%
49 15.524 2305 2310 2316 rBVY 360178 514704 8.07% 0.771%
50 15.954 2380 2383 2392 rVB2 158695 250998 3.94% 0.376%

51 16.324 2442 2446 2453 rVB2 122769 237497 3.72% 0.356%

Sum of corrected areas: 66758831
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Data Path
Data File
Aca On

Sample
Misc
ALS Vial

Quant Method
Quant Title

TIC Library :

Operator :

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\

BF115295.D

28 Jun 2019 21:29

HP/JU

K3528-02

14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF062119_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115295.D

Aca On 28 Jun 2019 21:29

Operator : HP/JU

Sample - K3528-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 Cyclotrisiloxane, hexamethyl- Concentration Rank 16

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

4.43 2.16 ng 169499 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotrisiloxane. hexamethvl- 222 C6H1803Si3 000541-05-9 91
2 Arsenous acid. tris(trimethvlsil._. 342 C9H27As03Si13 055429-29-3 78
3 1H-Indole. 1-methvl-2-phenvl- 207 C15H13N 003558-24-5 39
4 Benzolhlauinoline. 2.4-dimethvl- 207 C15H13N 000605-67-4 38
5 5-Methyl-2-phenylindolizine 207 C15H13N 036944-99-7 38

Abundance Scan 424 (4.431 min): BF1152(|)95.D(—420) ) m/z 207.00 100.00%
207
5000
o 75 P 1sl® e 2| 400 420 4.40 4.60 480
o m/z 208.00 21.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #79619: Cyclotrisiloxane, szexamethyl
207
5000 NSRRI S

4.00 4.20 4.40 4.60 4.80
m/z 209.00 12.63%

%
2845 75 | 115138 163 191 |

Ol b P b e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #178799: Arsenous acid, tris(trimethylsilyl) ester
207
e e
400 4.20 440 4.60 4.80
5000 m/z 190.90 9.90%
73 105 133 101
ol 27 4 | {‘149165 L h 239 327
A L R e h  EAaadmassaBa e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #67013: 1H-Indole, 1-methyl-2-phenyl- R e
207 400 4.20 4.40 4.60 4.80
m/z 96.00 9.51%
5000
165
51 77 102 128 191
04

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115295.D

Aca On 28 Jun 2019 21:29

Operator : HP/JU

Sample - K3528-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 unknown6.37 Concentration Rank 1

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

6.37 68.24 ng 5349400 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 Xenon 132 Xe 007440-63-3 9
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 9

Abundance Scan 754 (6.372 min): BF115295.D (-748) (-) m/z 131.95 100.00%
5000
68
% W‘ 6.00 620 6.40 6.60 6.80
40 : . : : :
o | fr &7 | yeus L m/z 134.00 34.88Y%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR RN SRR
6.00 6.20 6.40 6.60 6.80
2 51 78 m/z 68.00 30.09%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
AT T
6.00 6.20 6.40 6.60 6.80
5000 67 m/z 66.00 19.37%
97
‘ o ‘ 117
0....‘,‘..“.‘. s g0 |
m/z--> 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propiony! B R REEammas e
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 131.00 12.56%
5000 og M°
o -‘-“‘. ,’{*%,Iqu\,y 18189 I | U
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115295.D

Aca On 28 Jun 2019 21:29

Operator : HP/JU

Sample - K3528-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 4 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.65 14.96 ng 1878980 Phenanthrene-d10 11.10
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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Undecanoic acid 186 C11H2202 000112-37-8 83
5 Dodecanoic acid 200 C12H2402 000143-07-7 74
Abundance Scan 1651 (11.648 min): BF115295.D (-1648) (-) m/z 73.00 100.00%
43 60 73
5000 129
97 115 213 LR L I L I I
L 143197171185, 9 207 4, 29 11.40 11.60 11.80 12.00
bl m/z 43.00 84.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129
11.40 11.60 11.80 12.00
m/z 60.00 81.02%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 73
43 "' 11140 1160 11.80 12.00
5000 129 m/z 57.00 65.58%
29 ; 185 228
01115 | 143,171
o---.-‘-‘--‘.---“l“‘ H‘u ‘W\ % b 1T ,\,,1,%9,,2,1?“, S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 \
Abundance #95851: Pentadecanoic acid
43 60 73 11.40 11.60 11.80 12.00
m/z 41.00 62.95%
5000 129
29
‘ 143157171185199 242
O.Fﬁ.k.,ﬁ. e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115295.D

Aca On 28 Jun 2019 21:29

Operator : HP/JU

Sample - K3528-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.42 5.56 ng 884569 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64

Abundance Scan 1782 (12.419 min): BF115295.D (-1780) (-) m/z 43.00 100.00%

48

5000

.

12.20 12.40 12.60 12.80
m/z 73.00 96.81%

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131262: Octadecanoic acid
73

43 §

-

5000
12.20 12.40 12.60 12.80

m/z 59.95 80.89%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84453: Tetradecanoic acid
73
43 R ERERS L
57 12.20 12.40 12.60 12.80
5000 m/z 57.00 76.58%
129
97 185 228
G0N ey |

O T T 2 - N W

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72646: Tridecanoic acid A BEE e
43 73 12.20 12.40 12.60 12.80

m/z 55.00 73.54%
51
5000
129
ZT H g7 115 ‘ 171 214

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\BF062819\
Data File : BF115295.D

Aca On 28 Jun 2019 21:29

Operator : HP/JU

Sample - K3528-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 1-Octadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.60 11.35 ng 1804020 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 94
2 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 94
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
Abundance Scan 1983 (13.601 min): BF115295.D (-1980) (-) m/z 57.00 100.00%
57
5000
111
LN IR PN SUNIU B
139 234 13.20 13.40 13.60 13.80 14.00
I I l P o 234 gm0 a5 SE S0 g a8
m/z--> 50 100 150 200 250 300 350 400
Abundance #104183: 1-Octadecene
43
83
5000 R AR SRR SURBLR I
1320 13.40 13.60 13.80 14.00
111 m/z 83.00 76 .85%
o l [ l 1140 168 196 224 252
m/z--> 50 100 150 200 250 300 350 400
Abundance #217811: Pentafluoropropionic acid, octadecyl ester
57
o1 NSRRI NS SUNI I
13.20 13.40 13.60 13.80 14.00
5000 m/z 55.00 72.47%
125
o ﬁg“i ‘ | \\L 198 182 224 252 297 398
m/z--> 50 100 150 200 2%0 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate A R R S
57 13.20 13.40 13.60 13.80 14.00
m/z 97.10 67.78%
5000
111
il Wfk}—‘
oL L 1139 169 210 238 283 434
m/z--> 50 100 150 200 250 300 350 400 1320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115295.D

Aca On 28 Jun 2019 21:29

Operator : HP/JU

Sample - K3528-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 1-Heneicosanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .25 3.48 ng 553052 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 87
2 n-Nonadecanol-1 284 C19H400 001454-84-8 87
3 Behenic alcohol 326 C22H460 000661-19-8 83
4 Cvclopentadecane 210 C15H30 000295-48-7 74
5 E-15-Heptadecenal 252 C17H320 1000130-97-9 64
Abundance Scan 2093 (14.248 min): BF115295.D (-2090) (-) m/z 83.00 100.00%
55
111
5000 254
147 221 R B SO UL B
172 200 276295 355 14.00 14.20 14.40 14.60
|- ,|.i.|., 818 T m/z 69.00 94.48%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83
5000 111 LR B SULRLL UL B
mmmmmmmm
29 m/z 97.00 86.09%
139
0 L7 167 196 238 266 294
m/z--> 50 100 1%0 260 2%0 360 3%0
Abundance #131391: n-Nonadecanol-1
55 83
"' 14:00 1420 14.40 14.60
5000 111 m/z 55.00 83.25%
29
oLl ’ JH, LATP 108 16 238 266
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol R mEEEE RS S
55 83 14.00 14.20 14.40 14.60
m/z 43.00 69.75%
5000 i
29
0 Sk ‘ J J \ 1\1TQJ 167 196 224 252 280 308
m/z--> §o 100 1%0 260 2%0 360 350 1450 1420 1440 1460
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115295.D

Aca On 28 Jun 2019 21:29

Operator : HP/JU

Sample - K3528-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 Hexacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .51 3.25 ng 338806 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2138 (14.513 min): BF115295.D (-2134) (-) m/z 57.00 100.00%
57
85
5000

141 169 197 053 14.20 14.40 14.60 14.80
oL, .J, ﬂ 1 Ao A7 225 293274295317 385 m/z 71.05  76.44%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 LA L L L L L LB LB |
14.20 14.40 14.60 14.80
m/z 43.00 63.36%
29
LT ”1}3,1§1 169 197 225 253 295 33 367
i e e e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
R e N SR R mas
14.20 14.40 14.60 14.80
5000 85 m/z 85.10 56.94%
113
o 29 | I 177 241 169 197 225 267 205 365 393
e e L o B e e T B B e e BLAn me e
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane B RS E eSS e
57 14.20 14.40 14.60 14.80
m/z 55.00 21.52%
85
5000
0 ?QW L ‘J | 11 260 197 225 253 282
I e B B ....,.... T R N MRS
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115295.D

Aca On 28 Jun 2019 21:29

Operator : HP/JU

Sample - K3528-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 9 Squalene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.58 3.32 ng 347058 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 90
3 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 78
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 64
5 1,5,9-Decatriene, 2,3,5,8-tetram... 192 Cl14H24 230646-72-7 64
Abundance Scan 2149 (14.577 min): BF115295.D (-2145) (-) m/z 69.00 100.00%
69
e JMJLUM\
Llpmp 1420 1040 1460 1450
Ol dig 4 | 375 203 220250270 209 341367 | sz 81.00  52.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69
5000 UM B UL IS B
a1 14.20 14.40 14.60 14.80
137 m/z 41.00 22 .43%
o] sl ﬂ My I e 10l 231 273299 a4Ler
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
14.20 14.40 14.60 14.80
5000 m/z 149.00 13.30%
41
95
o L h u ;1] 1 163 101 217 245 273 299 341 367 410
s B : L R e L
m/z--> 50 100 150 200 250 300 350 400
Abundance #158394: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal B R e R Em
69 14.20 14.40 14.60 14.80
m/z 95.00 13.05%
5000{ 41
Y
OI‘L‘,JIJ\J, hm‘llﬁlllgzzllgz‘”???, e e
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115295.D

Aca On 28 Jun 2019 21:29

Operator : HP/JU

Sample - K3528-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 Oxirane, hexadecyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

14.64 2.34 ng 243799 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 90
2 Octadecanal 268 C18H360 000638-66-4 83
3 Hexadecanal 240 C16H320 000629-80-1 83
4 (2)-14-Tricosenvl formate 366 C24H4602 077899-10-6 70
5 1,19-Eicosadiene 278 C20H38 014811-95-1 62

Abundance Scan 2160 (14.642 min): BF115295.D (-2154) (-) m/z 57.00 100.00%

7

5000

253 LA LI L LB L L L LN LB LB
289307 341 14.40 14.60 14.80 15.00
m/z 69.00 80.26%

153

182 204 234

04
m/z--> 50 100 150 200 250 300 350
Abundance #117618: Oxirane, hexadecyl-

14.40 14.60 14,80 15.00
m/z 43.00 75.92%

5000

166 194211 250268

04
m/z--> 50 100 150 200 250 300 350
Abundance #117605: Octadecanal
43 82
T T
14.40 14.60 14.80 15.00
5000 m/z 71.10 66.19%
‘ 110 250
138 222
SR RY DUV —
m/z--> 50 150 200 250 300 350
Abundance #94312: Hexadecanal B RS e L
57 82 14.40 14.60 14.80 15.00
m/z 83.00 62.37%
5000
29 109
137 196
LA 7 s 0 g el Y e
m/z--> 50 1 150 200 250 300 350 14.40 14 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115295.D

Aca On 28 Jun 2019 21:29

Operator : HP/JU

Sample - K3528-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.81 5.08 ng 530671 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2189 (14.812 min): BF115295.D (-2183) (-) m/z 57.00 100.00%
57
85
5000
113 0 1460 14'80 1500 15 20
141 169 14.40 14.60 14.80 15.00 15.20
- ,I. Il 'I A" 0 197 225 258 276295 337 365 | nzn 71,10 74.24%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LR SURER BRI BRI BN
14. 40 14. 60 14. 80 15. oo 15. 20
113 m/z 43.00 58.59Y%
29 | 7|7, 141 169 19 282
0..".'|.‘I.'.l'.]|.J III nl i :.L|7.2.2.5.253.’... ———
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
14.40 14.60 14.80 15.00 15.20
5000 85 m/z 85.05 56.30%
oL “‘f l‘leﬁ3‘\l4l 169 197 %39 267 294 323 352
m/z--> 56 160 150 260 2%0 360 3éo
Abundance #141426: Heneicosane R AREE RS e
57 14.40 14.60 14.80 15.00 15.20
m/z 55.00 21.00%
85
5000
29 113
oL L |18 100 107 225 253 296
m/z--> % mo 1m 2& ﬁ) ﬁo 3% Mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115295.D

Aca On 28 Jun 2019 21:29

Operator : HP/JU

Sample - K3528-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 Benzo[e]pyrene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.96 2.26 ng 235943 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Pervlene 252 C20H12 000198-55-0 95
3 Benzolalpvrene 252 C20H12 000050-32-8 93
4 Benzolklfluoranthene 252 C20H12 000207-08-9 90
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 90
Abundance Scan 2214 (14.960 min): BF115295.D (-2211) (-) m/z 252.05 100.00%
252
5000
51 75 100 1i5144 174 198 224 272291311 365 14.60 11.80 15.00 15.20
O S T e e e e e e m/z 250.05 28.12%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252
5000
14.60 14.80 15.00 15.20
125 m/z 253.10 22.61%
0 50 74 99 , | 146 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance #104215: Perylene
252
14.60 14.80 15.00 15.20
5000 m/z 125.00 14.82%
126
ol27 50 74 99 H 150 174 198 224
m/z--> 50 100 150 200 250 300 350
Abundance #104218: Benzo[a]pyrene IR e R B
252 14.60 14.80 15.00 15.20
m/z 125.95 13.67%
5000
126
ol 395774 100, | 149 174 200 224 ||
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115295.D

Aca On 28 Jun 2019 21:29

Operator : HP/JU

Sample - K3528-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 13 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.14 4.92 ng 513578 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 2245 (15.142 min): BF115295.D (-2241) (-) m/z 57.00 100.00%
g7
85
5000
141 14.80 15.00 15.20 15.40
o34 11 109 197 225 253 281 300329 355 m/z 71.05 74.03%
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
g7
85
5000 U SR SO SN DL B
14.80 15.00 15.20 15.40
m/z 43.00 60.08%
29 113
ol | i 1] | 191,169 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
14:80 15.00 15.20 15.40
5000 85 m/z 85.05 53.91%
. i j I i 111134 141,160 197 225 253 205 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane T
57 14.80 15.00 15.20 15.40
m/z 55.00 20.98%
5000 85
29 113
0 | I |y Ty, 14 ‘169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115295.D

Aca On 28 Jun 2019 21:29

Operator : HP/JU

Sample - K3528-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 2-methyloctacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.52 4.93 ng 514704 Perylene-d12 15.07
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 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2309 (15.518 min): BF115295.D (-2305) (-) m/z 57.00 100.00%
g7
85
5000
141 169 15.20 15.40 15.60 15.80
ol , l| ol P 192201 239 278208322 355 m/z 71.10 74.94%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
g7
5000 85 L UL IR RN SRR

15.20 15.40 15.60 15.80
m/z 43.00 58.31%

113
o 200 || |10, 169 197 225 267 295 365 393
codb o e e L e e e ey
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
e
g5 15.20 15.40 15.60 15.80
5000 m/z 85.05 55.21%
29 113
oL L by J | 141 169 197 225 253 296
R e T T e LR E R R R R
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane T
57 15.20 15.40 15.60 15.80
m/z 55.00 20.72%
5000
85
29
oL Tl ] j13,141 160 197 225 253 281 323 351 380
T T T e T e e e e S e
m/z--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115295.D

Aca On 28 Jun 2019 21:29

Operator : HP/JU

Sample - K3528-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 Octadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.95 2.40 ng 250998 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 90
3 6.6-Diethvlhoctadecane 310 C22H46 1000360-41-8 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 87
Abundance Scan 2382 (15.948 min): BF115295.D (-2380) (-) m/z 57.00 100.00%
g7
>0 LJ\\AA‘J
276 15,60 15.80 16.00 16.20
141 169 189207225 249 : : - :
ol 3t k. 18920/225 m/z 71.05 72.19%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
5000 85 L SN PR BRI U
15.60 15.80 16.00 16.20
29 m/z 43.00 55.48%
oL ..\ g d 70 160 o7 o5 254
m/z--> 50 100 150 200 250 300 350
Abundance #105898: Heptadecane, 8-methyl-
57
85 15,60 15.80 16.00 16.20
5000 m/z 85.10 50.65%
126
154
0 3. ‘\ | “ i ‘} M 183 211 23.9
m/z--> §0 100 1%0 200 250 300 3%0
Abundance #153228: 6,6-Diethylhoctadecane AR e e
57 15.60 15.80 16.00 16.20
85 m/z 69.00 20.85%
- M
141
113 281
239
o..“.,.‘..J.l\, Lo | (169 197 7 JI , S —
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115295.D

Aca On 28 Jun 2019 21:29

Operator : HP/JU

Sample - K3528-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 Dibenzo[def,mno]Jchrysene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.32 2.28 ng 237497 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoldhilpervlene 276 C22H12 000191-24-2 98
2 Indenoll1l.2.3-cdlpvrene 276 C22H12 000193-39-5 95
3 Dibenzoldef.mnolchrvsene 276 C22H12 000191-26-4 93
4 Indenol1.2.3-cd1fluoranthene 276 C22H12 000193-43-1 64
5 2-Dodecyl-p-cresol 276 C19H320 025912-91-8 46
Abundance Scan 2445 (16.318 min): BF115295.D (-2442) (-) m/z 276.10 100.00%
216
5000
138
16.00 16.20 16.40 16.60
207
ob..39 57 81 112 156 185 224 248 298 341 m/z 138.00 25 570
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #124613: Benzo[ghi]perylene
216
5000 AR AR RN IR
16.00 16.20 16.40 16.60
138 m/z 277.10 24 . 75%
ol 28 50 74 91 111 ] 158174 198 222 252 Y
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #124619: Indeno[1,2,3-cd]pyrene
16.00 16.20 16.40 16.60
5000 m/z 274.10 19.41%
138
o2, 0 7401 U1 | 170 108 204 248 MM
miz-> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300 320 340
Abundance #124622: Dibenzo[def,mno]chrysene
276 16.00 16.20 16.40 16.60
m/z 137.00 16.64%
5000

252

| 45 63 90 113 170 201 222
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 16 00 16. 20 16. 40 16. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062819\
Data File : BF115295.D

Acq On 28 Jun 2019 21:29

Operator : HP/JU

Sample - K3528-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF062119_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]
Cyclotrisiloxane, . .. 4.43 2.2 ng 169499 1 6.60 1567720 20.0
unknown6 .37 6.37 68.2 ng 5349400 1 6.60 1567720 20.0
n-Hexadecanoic acid 11.65 15.0 ng 1878980 4 11.10 2511320 20.0
Octadecanoic acid 12.42 5.6 ng 884569 5 13.71 3179780 20.0
1-Octadecene 13.60 11.4 ng 1804020 5 13.71 3179780 20.0
1-Heneicosanol 14.25 3.5 ng 553052 5 13.71 3179780 20.0
Hexacosane 14 .51 3.3 ng 338806 6 15.07 2087890 20.0
Squalene 14.58 3.3 ng 347058 6 15.07 2087890 20.0
Oxirane, hexadecyl- 14 .64 2.3 ng 243799 6 15.07 2087890 20.0
Eicosane 14.81 5.1 ng 530671 6 15.07 2087890 20.0
Benzo[e]pyrene 14.96 2.3 ng 235943 6 15.07 2087890 20.0
Heneicosane 15.14 4.9 ng 513578 6 15.07 2087890 20.0
2-methyloctacosane 15.52 4.9 ng 514704 6 15.07 2087890 20.0
Octadecane 15.95 2.4 ng 250998 6 15.07 2087890 20.0
Dibenzo[def,mno]Jc... 16.32 2.3 ng 237497 6 15.07 2087890 20.0
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