LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118296.D

Aca On : 19 Dec 2019 23:07

Operator :© JU

Sample - K6350-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF120619 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 5.063 502 506 519 rVB 266368 331102 13.06% 1.440%
2 5.475 572 576 596 rBVY 1871922 1822449 71.91% 7.927%
3 6.134 684 688 692 rBV 136223 108641 4._.29% 0.473%
4 6.487 744 748 758 rBVY 1918112 1975947 77.96% 8.595%
5 6.557 758 760 766 rVB 33788 29542 1.17% 0.128%
6 6.628 768 772 775 rVV 2569688 2027888 80.01% 8.820%
7 6.857 808 811 820 rVB 706381 552946 21.82% 2.405%
8 7.016 834 838 841 rBVY 1780969 1578217 62.27% 6.865%
9 7.422 903 907 924 rBVY 1334750 1196116 47.19% 5.203%
10 8.145 1026 1030 1046 rBV 771414 727942 28.72% 3.166%
11 9.222 1209 1213 1226 rBvV 2796315 2341496 92.39% 10.185%
12 9.557 1267 1270 1273 rVB 97714 72595 2.86% 0.316%
13 9.616 1277 1280 1290 rVB 183121 190578 7.52% 0.829%
14 9.875 1321 1324 1326 rBV 79337 59813 2.36% 0.260%

15 9.904 1326 1329 1334 rBV 1028597 838207 33.07% 3.646%

16 10.698 1460 1464 1474 rBV 1731137 1663863 65.65% 7.237%
17 11.398 1579 1583 1586 rBV 1031857 921999 36.38% 4._.010%
18 11.422 1586 1587 1592 rVB 178011 119279 4.71% 0.519%
19 11.922 1665 1672 1680 rBV2 440807 470003 18.54% 2.044%
20 12.016 1685 1688 1691 rBV 32762 34542 1.36% 0.150%

21 12.616 1787 1790 1801 rBV 279169 330831 13.05% 1.439%
22 12.710 1803 1806 1813 rVVv2 84317 97476 3.85% 0.424%
23 12.845 1824 1829 1836 rVB 179032 208654 8.23% 0.908%
24 12.986 1849 1853 1857 rBV 2833884 2534458 100.00% 11.024%
25 13.463 1930 1934 1938 rBV2 27853 31831 1.26% 0.138%

26 13.751 1980 1983 1987 rBV 69703 64080 2.53% 0.279%
27 13.880 2002 2005 2016 rVB2 203144 278457 10.99% 1.211%
28 14.051 2029 2034 2043 rBvV 803466 838116 33.07% 3.645%

29 14.204 2057 2060 2066 rBV 36414 46140 1.82% 0.201%
30 14.510 2108 2112 2121 rBV3 57713 91139 3.60% 0.396%
31 14.815 2161 2164 2169 rVB 62540 61318 2.42% 0.267%
32 14.892 2174 2177 2182 rVB 48012 49097 1.94% 0.214%
33 15.104 2210 2213 2217 rBV2 36834 58653 2.31% 0.255%
34 15.163 2219 2223 2228 rVB 83701 97218 3.84% 0.423%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118296.D

Aca On : 19 Dec 2019 23:07

Operator :© JU

Sample - K6350-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 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-BF120619.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.410 2262 2265 2272 rVB 22028 29723 1.17% 0.129%
36 15.480 2274 2277 2282 rVB2 27706 35061 1.38% 0.153%
37 15.539 2282 2287 2302 rBV 570364 840871 33.18% 3.657%
38 15.992 2360 2364 2369 rBV2 65561 98119 3.87% 0.427%
39 16.051 2369 2374 2382 rBV6 41120 98477 3.89% 0.428%
40 16.504 2447 2451 2456 rBV3 22108 37773 1.49% 0.164%

Sum of corrected areas: 22990657
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118296.D

Aca On : 19 Dec 2019 23:07

Operator :© JU

Sample : K6350-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118296.D

Aca On : 19 Dec 2019 23:07

Operator :© JU

Sample : K6350-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Propane, 2-methyl-2-(1-meth... Concentration Rank 3

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

5.06 11.98 ng 331102 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 50
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 17

Abundance Scan 505 (5.057 min): BF118296.D (-502) (-) m/z 42.95 100.00%
43
59
5000
101
4.80 5.00 5.20 5.40
83
...,....,....,..??',':...,??.-I,....,....,.~...,...:,....,. m/z 59.00 61.97%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
50
5000 U L R R I
a 4.80 5.00 5.20 5.40
101 m/z 101.00 23.47%
29
"'I""I"J””"'JIJ”"I?%!Ii""l??"l"qql'"'I""I'
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
480 5.00 520 540
5000 5 m/z 58.00 16.12%
15 101
| 253 3 | s3 83 N
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester R L R R A B
43 4.80 5.00 5.20 5.40
m/z 41.00 9.03%
57
5000
29 101
15 |, o3y 51 ||| 73 83 95 ) A
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118296.D

Aca On : 19 Dec 2019 23:07

Operator :© JU

Sample : K6350-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 1,3,6-Octatriene, 3,7-dimet... Concentration Rank 6

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

6.13 3.93 ng 108641 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.6-Octatriene. 3.7-dimethvl-.... 136 C10H16 003338-55-4 91
2 _alpha.-Pinene 136 C10H16 000080-56-8 91
3 Tricvclol2.2.1.0(2.6)1heptane. 1... 136 C10H16 000508-32-7 91
4 Tricvclol2.2.1.0(2.6)Theptane. 1... 136 C10H16 000488-97-1 91
5 3,5-Methanocyclopentapyrazole, 3... 164 C10H16N2 087143-58-6 90

Abundance Scan 687 (6.128 min): BF118296.D (-684) (-) m/z 93.00 100.00%
9B
5000
77
IIIIIIIIIIIIAIIIIIII
|| 53 67 | 105 171 136 580 6.00 6.20 6.40
bt bt e e e it | M/Z 91.00  41.08%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15806: 1,3,6-Octatriene, 3,7-dimethyl-, (2)-
9B
A A
5000 AR SRS R R
41 79 5.80 6.00 6.20 6.40
| 53 &7 |‘ ” 105 121 . m/z 92.00 40.65%
— "'|'||""i'l"'||=|'|"|"l:|! |||!!Il|||||!||||||:I||||||I||||||||]|-I|||||
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15705: .alpha.-Pinene
9B
S AR AN AR AR
5.80 6.00 6.20 6.40
5000 m/z 77.10 33.22%
77
27 53 ‘ 105 121 o
.W.HM“.”HM.WWL.Q‘“ “.Mn”.“lnlnww.”.m.”,”lw.”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15873: Tricyclo[2.2.1.0(2,6)]heptane, 1,7,7-trimethy!l- e e
93 5.80 6.00 6.20 6.40
m/z 79.10 25.71%
5000
79 121
27 ‘ ‘ 67 ‘ ‘ ‘ 105 136
"P'm“”'W'”'”U”I H‘l"""'g'e''l"'|"""|""|""|""|"' "|“"w"w"“|'“Aﬂ
m/z--> 20 30 40 50 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118296.D

Aca On : 19 Dec 2019 23:07

Operator :© JU

Sample : K6350-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 unknown6.63 Concentration Rank 1

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

6.63 73.35 ng 2027890 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 772 (6.628 min): BF118296.D (-768) (-) m/z 132.00 100.00%
5000 68 {
40 %6 J 620 640 6.60 6.80 7.00
54 - - - - -
qrer lasus o | w/z 68.05 36.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 NUEDURAARE SRS NS R
620 640 6.60 6.80 7.00
m/z 134.00 33.24%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 L
74 620 640 6.60 6.80 7.00
5000 og 116 m/z 65.95 24._31%
N ..,....,.?9 II¥Q7 ‘ P ..,.1??.
m/z--> 20 40 60 80 100 120 140 160 180 |
Abundance #14105: Bicyclo[4.2.0]octa—l,3,5—triene, 2,4'dim9thy|' LI L L B A B
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14.98%
117
5000
29 91
7 1 G e | wl
| N | ! \ m
m/z--> 20 Jo 60 80 160 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118296.D

Aca On : 19 Dec 2019 23:07

Operator :© JU

Sample : K6350-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 4
R.T. EstConc Area Relative to ISTD R.T.

11.92 10.20 ng 470003 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 1672 (11.922 min): BF118296.D (-1665) (-) m/z 73.00 100.00%

43 60
5000 129

213 R mmme e R A
256 11.60 11.80 12.00 12.20

m/z 43.10 80.54%

157
43 171185 199

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 LI L L L L L L LB |

11.60 11.80 12.00 12.20

m/z 60.00 79.69%
213
‘J‘“ 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 R R A AREEEEE ey
11.60 11.80 12.00 12.20
5000 - 129 m/z 41.05 71.64%
115 171
214
‘ | T } ‘ 143157 ‘ 185
...,.z..‘,“ AL PR Y Y N AN
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73 11.60 11.80 12.00 12.20
m/z 55.05 66.81%
5000 129
29
199
143157171185 242
15 | J
R R S EAR P T T T T TR T

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\BF121919\
Data File : BF118296.D

Aca On : 19 Dec 2019 23:07

Operator :© JU

Sample : K6350-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.71 2.11 ng 97476 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 Tridecanoic acid 214 C13H2602 000638-53-9 43
5 n-Decanoic acid 172 C10H2002 000334-48-5 43
Abundance Scan 1806 (12.710 min): BF118296.D (-1803) (-) m/z 73.00 100.00%
78
4357
5000 129

12.40 12.60 12.80 13.00
m/z 43.05  74.80%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
5000 129 L L BB
12.40 12.60 12.80 13.00
0
185 241 o84 m/z 57.05 67.59%
143157171
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 3
51 R RE R e
12.40 12.60 12.80 13.00
5000 m/z 41.05 66.85%
29
as
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid e
3 12.40 12.60 12.80 13.00
43 m/z 55.00 65.95%
5
5000 129
185 228
ﬁ7% 1115 143157171 ‘ 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118296.D

Aca On : 19 Dec 2019 23:07

Operator :© JU

Sample : K6350-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 n-Tetracosanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.88 6.64 ng 278457 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 95
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94

Abundance Scan 2005 (13.880 min): BF118296.D (-2002) (-) m/z 57.10 100.00%

57 97

5000

-

13.60 13.80 14.00 14.20
m/z 43.10 98.49%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57 83

:

13!60 13.I8O 14.IOO 14!20
m/z 55.05 88.48%

5000

167 195 222 250 280 308 336

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55 83

:

13.60 13.80 14.00 14.20
m/z 97.05  84.84%

5000
29
e 167 196 224 252 280 308
e ey e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #194133: Dichloroacetic acid, heptadecyl ester T T T T T T
57 83 13.60 13.80 14.00 14.20
m/z 83.05 84 .50%
5000
29
Ll 139 168 191210 238 266 295
e PR T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118296.D

Aca On : 19 Dec 2019 23:07

Operator :© JU

Sample : K6350-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .51 2.17 ng 91139 Chrysene-di12 14 .05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 90
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2112 (14.510 min): BF118296.D (-2108) (-) m/z 57.00 100.00%
57
85
5000
13 261 100163 501 260 sor || 1420 1440 1460 1480
e B 1 o e m/z 71.10 76.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 LR BRI B B B
mmmmmmmm
m/z 43.10 60.25%
29 13 4m
Jd M J II ll | 11(439 197 225 253 282
m/z--> §0 160 150 260 250 360 3%0 400
Abundance #175559: Tetracosane
57
o 14.20 14.40 14.60 14.80
5000 m/z 85.00 58.04%
29
1| ‘ j Hl 141 169 197 205 253 338
m/z--> §0 100 1%0 260 250 300 3%0 400
Abundance #141426: Heneicosane e
57 14.20 14.40 14.60 14.80
m/z 55.10 27 .93%
85
5000
29 113
L J | J |, 141 169 197 225 253 296
m/z--> 5'0 100 1&'30 2(')0 25'30 3(')0 3&1,0 400 14 20 14. 40 14 60 14|80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118296.D

Aca On : 19 Dec 2019 23:07

Operator :© JU

Sample : K6350-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Triacontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.16 2.31 ng 97218 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2223 (15.163 min): BF118296.D (-2219) (-) m/z 57.00 100.00%
57
5000
14,80 15.00 15.20 15.40
il m/z 71.00 68.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 L DR UL BRI B
mmmmmmmm
113 m/z 43.10 68.06%
29 | d 141 169 197 225 253 281 309 337 365 303 422
m/z--> §o 100 1éo 260 250 360 3%0 460
Abundance #141426: Heneicosane
57
o 14.80 15.00 15.20 15.40
5000 m/z 85.05 59.18%
29 113
[ L7408 360 107 225 253 296
m/z--> §o 100 1éo 260 250 300 3%0 460
Abundance #94344: Heptadecane L B LI L L N L B
57 14.80 15.00 15.20 15.40
m/z 55.00 23.43%
5000 85
miz--> ””5'0””100””1&'30'”'260'”'250'"éc')o"'ééo””ztc')o”' 14,80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118296.D

Aca On : 19 Dec 2019 23:07

Operator :© JU

Sample : K6350-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.99 2.33 ng 98119 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2364 (15.992 min): BF118296.D (-2360) (-) m/z 57.00 100.00%
57
5000 85
l I l “ | il35155 183 225 266 15.60 15.80 16.00 16.20 16.40
ey L A B B e A m/z 71.10 75.56%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 AR SR B R B

15 60 15. 80 16. OO 16 20 16. 40

m/z 43.10 59.54%
29 |113 141 169 107 282
NS B el el R —
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
e
15.60 15.80 16.00 16.20 16.40
5000 85 m/z 85.05 49.99%
2 113 141
Ll ﬂ in 169 197 225 253 281 309 337 365 394
...,... e
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane R B I o
57 15.60 15.80 16.00 16.20 16.40
m/z 55.05 26.56%
5000 85
113
29 |y | [T] 141 169 197 225 253 295 366
i T e S e
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16,00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118296.D

Aca On : 19 Dec 2019 23:07

Operator :© JU

Sample : K6350-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 4-Methyl-E-9-octadecene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.05 2.34ng 08477  Perylene-di2 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 4-Methvl-E-9-octadecene 266 Cl1oH38 1000130-87-1 64

2 Behenic alcohol

3 n-Tetracosanol-

4 1-Heneicosanol

326 C22H460
354 C24H500
312 C21H440

000661-19-8 60
000506-51-4 60
015594-90-8 49
016240-38-3 46

5 Cycloheptanol, 2-methylene 126 C8H140
Abundance Scan 2374 (16.051 min): BF118296.D (-2369) (-)
i’
5000
RRRRRRRN L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #115911: 4-Methyl-E-9-octadecene
43
69
5000
RRRRRRRI LY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55 83
5000
29
e 167 196 224 252 280 308
RRRRARELRARARA Ry
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57 83
5000
29
e 167 195 222 250 280 308 336
RRRRARENRaRAN RARs
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

m/z 83.00 100.00%

15.80 16.00 16.20 16.40

m/z 57.05 96 .08%

15.80 16 00 16. 20 16.40

m/z 97.05 69.91%

15.80 16.00 16.20 16.40

m/z 43.05 61.18%

15.80 16.00 16.20 16.40

m/z 69.05 58.99%

15.80 16 00 16. 20 16.40

8270-BF120619.M Fri

Dec 20 15:42:41 2019

Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121919\
Data File : BF118296.D

Acq On : 19 Dec 2019 23:07

Operator : JU

Sample - K6350-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120619_.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]
Propane, 2-methyl. .. 5.06 12.0 ng 331102 1 6.86 552946 20.0
1,3,6-Octatriene, ... 6.13 3.9 ng 108641 1 6.86 552946 20.0
unknown6.63 6.63 73.3 ng 2027890 1 6.86 552946 20.0
n-Hexadecanoic acid 11.92 10.2 ng 470003 4 11.40 921999 20.0
Octadecanoic acid 12.71 2.1 ng 97476 4 11.40 921999 20.0
n-Tetracosanol-1 13.88 6.6 ng 278457 5 14.05 838116 20.0
Eicosane 14 .51 2.2 ng 91139 5 14.05 838116 20.0
Triacontane 15.16 2.3 ng 97218 6 15.54 840871 20.0
Octacosane 15.99 2.3 ng 98119 6 15.54 840871 20.0
4-Methyl-E-9-octa... 16.05 2.3 ng 98477 6 15.54 840871 20.0
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