LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081619\
Data File : BF116323.D

Aca On : 16 Aug 2019 15:35

Operator : HP/JU

Sample : K4356-07

Misc :

ALS Vial : 17 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-BF073019.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 5.440 567 570 603 rBY 1800783 2241410 93.88% 8.084%
2 6.457 739 743 762 rBVY 2208640 2279114 95.45% 8.220%
3 6.592 762 766 786 rVB 2480921 2387636 100.00% 8.611%
4 6.816 801 804 815 rBV 620074 578403 24.22% 2.086%
5 6.975 827 831 847 rBVY 1813488 1784207 74.73% 6.435%
6 7.381 897 900 931 rBVY 1541667 1539156 64.46% 5.551%
7 8.098 1019 1022 1041 rBV 784216 752489 31.52% 2.714%
8 9.169 1200 1204 1216 rBV 2534101 2215146 92.78% 7.989%
9 9.363 1233 1237 1250 rVvB4 13187 26576 1.11% 0.096%
10 9.563 1268 1271 1281 rBV 514613 448854 18.80% 1.619%

11 9.845 1316 1319 1334 rVB 1028751 935732 39.19% 3.375%
12 10.639 1450 1454 1470 rBV 1666778 1707868 71.53% 6.159%
13 11.333 1569 1572 1579 rBV 1014600 978134 40.97% 3.528%
14 11.857 1657 1661 1676 rBV2 141098 199651 8.36% 0.720%
15 12.639 1791 1794 1802 rBV3 26342 37677 1.58% 0.136%

16 12.892 1833 1837 1838 rBV 300967 284147 11.90% 1.025%
17 12.910 1838 1840 1849 rVB 2202623 2086165 87.37% 7.524%
18 13.133 1872 1878 1893 rBV3 89629 205034 8.59% 0.739%
19 13.474 1932 1936 1939 rBV2 33781 34017 1.42% 0.123%
20 13.592 1953 1956 1960 rBV 171023 134452 5.63% 0.485%

21 13.798 1988 1991 2009 rBV 435934 772705 32.36% 2.787%
22 13.980 2018 2022 2033 rBV 778954 852265 35.69% 3.074%
23 14.116 2042 2045 2047 rBV 46386 45327 1.90% 0.163%
24 14.139 2047 2049 2060 rVVv3 35822 62311 2.61% 0.225%
25 14.239 2063 2066 2070 rBV 268439 234097 9.80% 0.844%

26 14.433 2093 2099 2116 rBV2 469189 1027266 43.02% 3.705%

27 14.639 2130 2134 2138 rBV 32027 38846 1.63% 0.140%
28 14.721 2144 2148 2151 rBV 86580 84102 3.52% 0.303%
29 14.751 2151 2153 2159 rVVv2 44381 70344 2.95% 0.254%

30 14.863 2168 2172 2180 rVB 185546 185398 7.76% 0.669%

31 15.051 2199 2204 2206 rBV 161012 185772 7.78% 0.670%
32 15.080 2206 2209 2222 rVB2 238710 517982 21.69% 1.868%
33 15.433 2261 2269 2293 rBV 547500 957021 40.08% 3.452%
34 15.610 2295 2299 2307 rBV 89123 129077 5.41% 0.466%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081619\
Data File : BF116323.D

Aca On : 16 Aug 2019 15:35

Operator : HP/JU

Sample : K4356-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 15.745 2319 2322 2328 rVB3 21918 36751 1.54% 0.133%

36 15.833 2332 2337 2343 rVB 124243 181653 7.61% 0.655%
37 15.904 2344 2349 2354 rBV5 48622 118064 4.94% 0.426%

38 16.110 2380 2384 2390 rBV2 20118 35328 1.48% 0.127%
39 16.321 2415 2420 2425 rBV 43058 81656 3.42% 0.294%
40 16.604 2462 2468 2475 rBV3 63440 113191 4.74% 0.408%
41 16.886 2510 2516 2524 rVB3 34489 76463 3.20% 0.276%
42 17.021 2533 2539 2544 rBVS 20974 55936 2.34% 0.202%

43 17.415 2598 2606 2610 rBv4 138187 393642 16.49% 1.420%
44 17.468 2611 2615 2621 rVB2 173080 347937 14.57% 1.255%
45 17.733 2652 2660 2665 rBV9 63538 200508 8.40% 0.723%

46 18.274 2747 2752 2762 rVBS8 25556 67886 2.84% 0.245%

Sum of corrected areas: 27727396
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116323.D

Aca On : 16 Aug 2019 15:35

Operator : HP/JU

Sample - K4356-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116323.D

Aca On : 16 Aug 2019 15:35

Operator : HP/JU

Sample - K4356-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 unknown6.59 Concentration Rank 1

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

6.59 82.56 ng 2387640 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 766 (6.592 min): BF116323.D (-762) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 TTTTTT T T T T T T T T T
40.0 540 J 6.20 6.40 6.60 6.80 7.00
0 | gro | a0 Y m/z 68.00 39.96%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 NS AR S L
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.45%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
620 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 26.32%
41.0 97.0
‘ ‘ 117.0
ob— -“i“- .‘L‘_*%l’.o,“.“l‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.00 15.46%
74.0
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116323.D

Aca On : 16 Aug 2019 15:35

Operator : HP/JU

Sample - K4356-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.86 4.08 ng 199651 Phenanthrene-d10 11.33
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 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 1662 (11.863 min): BF116323.D (-1657) (-) m/z 73.00 100.00%
73.0
5000 129.1 }\\
97.0 213.1 Y [ S
171.0 256.1 1160 1180 12.00 12.20
0 m/z 43.00 79.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 L B B SULRN B
83.0 11. 60 11. 80 12. oo 12 20
‘J‘“ 1570 1gso 2130 2560 | | M/Z 60.00  77.60%
0 i
m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
73.0
1160 11.80 12.00 12.20
5000 129.0 m/z 57.00 63.36%
0150 177,
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
430 | 730 11.60 11.80 12.00 12.20

m/z 54.95 62 .80%

5000

171.0 214.0

=
(&)
EN
K=l
I

129.0

I Hm\\g?? |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116323.D

Aca On : 16 Aug 2019 15:35

Operator : HP/JU

Sample - K4356-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 Decane, 1,1"-oxybis- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.13 4.81 ng 205034 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 1.1"-oxvbis- 298 C20H420 002456-28-2 87
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 83
3 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 83
4 Tetratriacontvl pentafluoropropi... 641 C37H69F502 1000351-81-5 80
5 Tetratriacontyl heptafluorobutyrate 691 C38H69F702 1000351-84-1 80
Abundance Scan 1877 (13.127 min): BF116323.D (-1872) (-) m/z 57.05 100.00%
57.0
5000
1.0
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
207.0 12.80 13.00 13.20 13.40
o % : m/z 43.00 81.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #143258: Decane, 1,1'-oxybis-
510
5000 VAR AR BARES
12:80 13.00 13.20 13.40
m/z 83.10 79.91%
o 1710 2550
mz-> 0 55 160 150 200 250 300 350 400 450 500 550 600 650
Abundance #95993: 1-Decanol, 2-hexyl-
57.0
12.80 13.00 13.20 13.40
5000 m/z 54.95 68.72%
1.0
ol 1 116802240
mz-> 0 55 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242842: Octatriaconty| pentafluoropropionate T T T T
57.0 12.80 13.00 13.20 13.40
m/z 69.00 66.26%
5000
1.0
0 meﬁmmmmmmmmomm 678.0
mz-> 0 b 100 150 200 250 300 350 400 450 500 550 600 650 12:80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116323.D

Aca On : 16 Aug 2019 15:35

Operator : HP/JU

Sample - K4356-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Oxirane, heptadecyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

13.59 3.16 ng 134452 Chrysene-d12 13.98

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 94
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 94
3 Oxirane. tetradecvl- 240 C16H320 007320-37-8 91
4 Octadecanal 268 C18H360 000638-66-4 91
5 Heptadecanal 254 C17H340 1000376-70-0 91

Abundance Scan 1956 (13.592 min): BF116323.D (-1953) (-) m/z 57.00 100.00%

5000

137.0 13.20 13.40 13.60 13.80 14.00
166.0  208.0 281.0 324.1

0 m/z 43.00 95.49%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #129467: Oxirane, heptadecyl-

5000 | BN INLI BNLIL L L L LB L
13.20 13.40 13.60 13.80 14.00
m/z 82.00 91.27%
. 1380 166.0 104.0  236.0 264.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117617: Oxirane, hexadecyl-
43.0
13.20 13.40 13.60 13.80 14.00
5000 m/z 55.00 67.63%
ol L 138.0 1650  208.0  250.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 A
Abundance #94324: Oxirane, tetradecyl- B B e B B B I
410 82.0 13.20 13.40 13.60 13.80 14.00
m/z 41.00 62.07%
5000
109.0
Ll 182.0208.0 240.0
e T e ARES EEEE L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.20 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116323.D

Aca On : 16 Aug 2019 15:35

Operator : HP/JU

Sample - K4356-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.80 18.13 ng 772705 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 94
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
4 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 94
5 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39CI1303 1000314-56-3 91
Abundance Scan 1991 (13.798 min): BF116323.D (-1988) (-) m/z 57.00 100.00%
57.0
97.0
5000
125.1
1531 13.40 13.60 13.80 14.00 14.20
o Lb foslie212000  asrO ARG g7 60
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
58,0 83.0
5000 111.0 LRI AU DAL SN B
13.40 13.60 13.80 14.00 14.20
m/z 54.95 81.06%
oL 270 | [F00167.0106.0  238.0266.0204.0
m/z--> 50 100 150 200 250 300 350
Abundance #190678: 2- Chloropropionic acid, octadecy! ester
57.0
97.0
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
13.40 13.60 13.80 14.00 14.20
5000 m/z 83.00 80.73%
125.0
29.0
250.0
ol Jll IHJJ\ ,.H, jol01e20 2220° 0 2970 3600
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43.0 13.40 13.60 13.80 14.00 14.20
83.0 m/z 69.00 73.73%
5000
111.0
0 J‘ M ill “w ‘%3?.09'67'0196'0224'0
- LN N N B NN R B BN B EN B B B B AN B BN B B N B B B B R B N B B R R —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116323.D

Aca On : 16 Aug 2019 15:35

Operator : HP/JU

Sample - K4356-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 1,19-Eicosadiene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.24 5.49 ng 234097 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. tetradecvl- 240 C16H320 007320-37-8 87
2 1.19-Eicosadiene 278 C20H38 014811-95-1 87
3 Tetradecanal 212 C14H280 000124-25-4 87
4 1.13-Tetradecadiene 194 C14H26 021964-49-8 86
5 Oxirane, tridecyl- 226 C15H300 018633-25-5 83

Abundance Scan 2066 (14.239 min): BF116323.D (-2063) (-) m/z 57.00 100.00%

5000

110.1
14.00 14.20 14.40 14.60

m/z 43.00 89.22%

o 137.1 1650 1930

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94324: Oxirane, tetradecyl-
4110 82.0

5000

14.00 14.20 14.'40 14.'60
109.0 m/z 82.00 86.15%

182.0 208.0 240.0

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126192: 1,19-Eicosadiene
55.0
82.0
14.00 14.20 14.40 14.60
5000 m/z 55.00 64.66%
20.0 109.0
ok ‘ ‘ 137.0 166.0 194.0 222.0 250.0 278.0
S ARAREELEn s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71297: Tetradecanal I AR EE R e

57.0 82.0 14.00 14.20 14.40 14.60
m/z 95.95 60.74%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60

8270-BF073019.M Wed Aug 21 01:07:02 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116323.D

Aca On : 16 Aug 2019 15:35

Operator : HP/JU

Sample - K4356-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.43 24.11 ng 1027270 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 95
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 Cyclopentadecane 210 C15H30 000295-48-7 93

Abundance Scan 2098 (14.427 min): BF116323.D (-2093) (-) m/z 57.00 100.00%

57.0

5000

14.20 14.40 14.60 14.80
m/z 43.00 82.16%

o 139.1167.0 197.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55,0 83.0

5000 LA L L L L L L L LB
14.20 14. 40 14. 60 14. 80
29.0 m/z 71.00 63.17%
0 L 167.0 196.0 224.0 252.0 280.0 308.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55,0 83.0

14.20 14.40 14.60 14.80

5000 m/z 55.00 62 .55%

29.0
Lok 167.0 196.0  238.0 266.0 294.0
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

0
Abundance #186968: n-Tetracosanol-1 e e

57.0 83.0 14.20 14.40 14.60 14.80
m/z 83.00 60.17%

5000
29.0
ol 4l ~ 167.0195.0222.0 250.0 280.0 308.0 336.0
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 71420 14140 1460 14.80

8270-BF073019.M Wed Aug 21 01:07:03 2019

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116323.D

Aca On : 16 Aug 2019 15:35

Operator : HP/JU

Sample - K4356-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 1,16-Hexadecanediol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.86 3.87 ng 185398 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanal 212 C14H280 000124-25-4 83
2 1.19-Eicosadiene 278 C20H38 014811-95-1 81
3 1.16-Hexadecanediol 258 C16H3402 007735-42-4 81
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 72
5 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 64
Abundance Scan 2172 (14.863 min): BF116323.D (-2168) (-) m/z 57.05 100.00%

5000

1111 T e e
. 1370 1650  206.9 14.60 14.80 15.00 15.20

m/z 82.00 84 .45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71297: Tetradecanal
82.0

14.60 14.80 15.00 15.20
m/z 43.00 81.31%

5000

138.0 1680 19,0

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126192: 1,19-Eicosadiene
55.0
82.0 B R EEIR
14.60 14.80 15.00 15.20
5000 m/z 55.00 59.68%
20.0 109.0
ok ‘ 137.0 166.0 194.0 222.0 250.0 278.0
S ARAREELEn s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #109264: 1,16-Hexadecanediol T T
55.0 82.0 14.60 14.80 15.00 15.20
m/z 96.00 59.15%
5000
31.0
109.0
o “‘ ‘ H 1380 166.0 194.0 222.0
R ARRRRE RN A B AR B R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20

8270-BF073019.M Wed Aug 21 01:07:03 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116323.D

Aca On : 16 Aug 2019 15:35

Operator : HP/JU

Sample - K4356-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.05 3.88 ng 185772 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2204 (15.051 min): BF116323.D (-2199) (-) m/z 57.00 100.00%
5%.0
5000
. " 14.80 15.00 15.20 15.40
141.1 . . . .
ol .I.JI, Lyt 280 | m/z 71.00 75.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0
5000 LR B SO SO B

14.80 15.00 15.20 15.40
99.0 m/z 43.00 58.55%

| L | 140 1830 2250 2820

ol A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
R B B,
14.80 15.00 15.20 15.40
5000 m/z 85.05 55_54%
99.0
oL.25l0 \ | J / 1419 1830 225.0 296.0
e B e e e e S
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane T T T T
57.0 14.80 15.00 15.20 15.40
m/z 55.00 23.01%
5000
99.0
o Ui d | Ja10 1830 2250 267.0 3090 3510 422.0
T T e T B e
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40

8270-BF073019.M Wed Aug 21 01:07:03 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116323.D

Aca On : 16 Aug 2019 15:35

Operator : HP/JU

Sample - K4356-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 n-Tetracosanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.08 10.82 ng 517982 Perylene-d12 15.43
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 1-Heneicosanol 312 C21H440 015594-90-8 93
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 76

Abundance Scan 2209 (15.080 min): BF116323.D (-2206) (-) m/z 83.05 100.00%

5000

-

1390 o0 2131 14.80 15.00 15.20 15.40
m/z 97.00 95.89%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57.0 83.0

-

5000

14.80 15.00 15.20 15.40
m/z 57.00 85.81%

o 167.0195.0222.0 250.0 280.0308.0 336.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55,0 83.0

%

14.80 15.00 15.20 15.40
m/z 69.00 84.17%

5000
29.0
o bl 167.0 196.0 224.0 252.0 280.0 308.0
L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol R B
55,0 83.0 14.80 15.00 15.20 15.40
m/z 43.00 78.47%
5000
29.0
ol \ 167.0 196.0  238.0 266.0 294.0
el b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.80 15.00 15.20 15.40

8270-BF073019.M Wed Aug 21 01:07:04 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116323.D

Aca On : 16 Aug 2019 15:35

Operator : HP/JU

Sample - K4356-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 Octadecanal Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

15.61 2.70 ng 129077 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 17-Octadecenal 266 C18H340 056554-86-0 91
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 87
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 87
5 1,19-Eicosadiene 278 C20H38 014811-95-1 74

Abundance Scan 2299 (15.610 min): BF116323.D (-2295) (-) m/z 57.00 100.00%

) 0

5000

15.20 15.40 15.60 15.80 16.00
m/z 82.00 96.55%

207.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117605: Octadecanal

:

15.20 15.40 15.60 15.80 16.00
m/z 43.00 89.38%

5000

250.0
1380 166.0 104.0 2220
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115860: 17-Octadecenal

é

15.20 15.40 15.60 15.80 16.00
m/z 55.00 62.03%

5000

0 252.0

0 137.0 168.0 196.0 224.

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117617: Oxirane, hexadecyl- A EEE TS
.0 15.20 15.40 15.60 15.80 16.00

m/z 96.00 61.35%

=y
o
©
o

5000

:

208.0 250.0

166.0

I T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80 16.00

8270-BF073019.M Wed Aug 21 01:07:04 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116323.D

Aca On : 16 Aug 2019 15:35

Operator : HP/JU

Sample - K4356-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 Heneicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.83 3.80 ng 181653 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2336 (15.827 min): BF116323.D (-2332) (-) m/z 57.00 100.00%
57.0
5000
o9t "' 15.60 15.80 16.00 16.20
41.0 : . : :
o...J,‘.J...“,*'fl s s m/z 71.05 70.80%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 LR BRI SULRLLN UL B
15 60 15. 80 16. oo 16 20
99.0 m/z 43.00 58.60%
oL 270 IJ]Jmmlmonmzmw%O
m/z--> 55 100 1éo 260 2%0 360 3%0 '
Abundance #185535: Heptadecane, 9-octyl-
57.0
"' 15:60 15.80 16.00 16.20
5000 m/z 85.05 52.41%
‘ ‘ -0 239.0
0 Lhd ]y 140 1830 269.0 308.0 352.0
m/z--> 55 160 1éo 200 250 300 3%0 '
Abundance #209566: Octacosane AR EEREEE e S
57.0 15.60 15.80 16.00 16.20
m/z 55.00 21.23%
5000
99.0
0 27,00 | | | | 141 0 1830 225.0 281.0 337.0 394.0
m/z--> % 1& 1m 2m 250 3& 3% ' mmmmmmmm

8270-BF073019.M Wed Aug 21 01:07:05 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116323.D

Aca On : 16 Aug 2019 15:35

Operator : HP/JU

Sample - K4356-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 n-Nonadecanol-1 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.90 2.47 ng 118064 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 l1-Heptacosanol 396 C27H560 002004-39-9 94
3 Behenic alcohol 326 C22H460 000661-19-8 90
4 n-Nonadecanol-1 284 C19H400 001454-84-8 87
5 1-Hexacosanol 382 C26H540 000506-52-5 87
Abundance . Scan 2348 (15.898 min): BF116323.D (-2344) (-) m/z 57.00 100.00%
570 97.0
5000
39.0 1769 281.9 15,60 15.80 16.00 16.20
o e m/z 83.00 93.84Y%
m/z--> 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
5000 LR B UL B B
15 60 15. 80 16. 00 16. 20
30.0 m/z 55.00 81.23%
0 ]1 L ,168 0 210.0238.0 278.0308.0337.0
m/z--> 150 260 250 360 3%0
Abundance #210517: 1-Heptacosanol
57.0 97.0
15,60 15.80 16.00 16.20
5000 m/z 97.00 79.83%
39.0
0ZmJ‘JH\PJA%Om%mmzmm%ommww
m/z--> 55 100 1%0 260 250 360 3%0
Abundance #166292: Behenic alcohol R R R
43.0 83.0 15.60 15.80 16.00 16.20
: m/z 69.00 77 .93%
5000 111.0
A J” Ll L 290 w0 mao  aewomo T T
m/z--> 50 100 150 200 250 300 350 15 60 15. 80 16. 00 16. 20

8270-BF073019.M Wed Aug 21 01:07:05 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116323.D

Aca On : 16 Aug 2019 15:35

Operator : HP/JU

Sample - K4356-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 Oxirane, hexadecyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.60 2.37 ng 113191 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 95
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 94
3 Octadecanal 268 C18H360 000638-66-4 91
4 Pentadecanal - 226 C15H300 002765-11-9 72
5 16-0Octadecenal 266 C18H340 056554-87-1 72

Abundance Scan 2467 (16.598 min): BF116323.D (-2462) (-) m/z 57.00 100.00%

5000

16.20 16.40 16.60 16.80 17.00
m/z 82.00 80.10%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecyl-
.0 82.

5000 | NI LI L L LB LB L
16.20 16.40 16.60 16.80 17.00
m/z 43.00 77.04%
0 166.0 194.0 236.0 264.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117618: Oxirane, hexadecyl-
R e R E e o R
57.0 16.20 16.40 16.60 16.80 17.00
5000 m/z 55.00 64.78%
29.0
0 Lo 211.0 250.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117605: Octadecanal e o
43.0 16.20 16.40 16.60 16.80 17.00
m/z 83.00 57.37%
5000
110.0
250.0
o 1380 166.0 194.0 2220
e R S e e S L S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16.40 16.60 16.80 17.00

8270-BF073019.M Wed Aug 21 01:07:06 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116323.D

Aca On : 16 Aug 2019 15:35

Operator : HP/JU

Sample - K4356-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 _.gamma.-Sitosterol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.42 8.23 ng 393642 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 99
2 _beta.-Sitosterol 414 C29H500 000083-46-5 99
3 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 43
4 Kauren-18-ol. acetate. (4.beta.)- 330 C22H3402 072150-74-4 32
5 9,19-Cyclocholan-24-al, 3-(acety... 442 C29H4603 025089-90-1 27

Abundance Scan 2607 (17.421 min): BF116323.D (-2598) (-) m/z 43.00 100.00%

43.0

107.0

144.9

5000

e

286.1 329.2 414.4 e

381.3 17.20 17.40 17.60 17.80

(o} m/z 107 .00 61.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43.0
5000 810 LA B L L L L L L LB
17.20 17.40 17.60 17.80
m/z 55.00 59.08%
ol
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43.0
R S N EaEmE s
17.20 17.40 17.60 17.80
5000 m/z 95.00 55.80%
107.0 414.0
‘ \ 145.0 1 303.0
" 255.0 3810
ob— ‘h‘ lmm ML rl\h Un u .“. ”. ' L. .‘L. . Il' 3;4?-?. — w "
m/z--> 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- S Rames ma e
43.0 17.20 17.40 17.60 17.80
m/z 57.00 53.75%
5000
81.0 368.0
329.0
o LU sel o oz g 0 | e T TR
m/z--> 50 100 150 200 250 300 350 400 17.20 17. 40 17. 60 17. 80

8270-BF073019.M Wed Aug 21 01:07:06 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116323.D

Aca On : 16 Aug 2019 15:35

Operator : HP/JU

Sample - K4356-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 17 unknownl7.47 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.47 7.27 ng 347937 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-Humulene 204 C15H24 000116-04-1 45
2 1.4-Dimethvl-8-i1sopropvlidenetri... 204 C15H24 1000140-07-7 43
3 1H-Cvcloproplelazulene. 1la.2.3.4... 204 C15H24 000489-40-7 38
4 Androst-2-en-17-one. 4.4-dimethv... 300 C21H320 053286-38-7 25
5 Coumarin, 3,4-dihydro-4,4,6,8-te... 204 C13H1602 249629-60-5 20
Abundance Scan 2615 (17.468 mm) BF116323.D (-2611) (-) m/z 133.00 100.00%
5000
17.20 17.40 17,60 17.80
0’ m/z 204.10 92.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64293: .beta.-Humulene
0t1.0
41.0
5000 204.0
48.0 17.20 17.40 17.60 17.80
m/z 285.15 70.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204.0
17.20 17.40 17,60 17.80
5000 m/z 205.10 63.48%
95.0 161.0
410
0,,H|J MJ@\L B
m/z--> 100 150 200 250 300 350 400
Abundance #64574. 1H-Cycloprop[e]azulene, 1a,2,3,4,4a,5,6,7b-octahyd...
161.0 204.0 17.20 17.40 17.60 17.80
410 105.0 m/z 300.20 61.72%
5000
0 B SRS S W —
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116323.D

Aca On : 16 Aug 2019 15:35

Operator : HP/JU

Sample - K4356-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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133.0

Peak Number 18 1,4-Dimethyl-8-isopropylide... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.73 4.19 ng 200508 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dimethvl-8-isopropvlidenetri... 204 C15H24 1000140-07-7 60
2 2H-Cvclopentacvclooctene. 4.5.6.... 204 C15H24 1000221-85-8 49
3 Aciphvllene 204 C15H24 087745-31-1 46
4 Guaia-3.9-diene 204 C15H24 000489-83-8 46
5 2,5,5,8a-Tetramethyl-6,7,8,8a-te... 204 C14H200 124957-09-1 43
Abundance Scan 2660 (17.733 min): BF116323.D (-2652) (-) m/z 204.10 100.00%
204.1
135.0
69.0 109.0
5000{ 43.0 287.2
175.0
281.1 2572 17.40 17.60 17.80 18.00
0 m/z 135.00 75.94%
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Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204.0
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4.0 &, 123.0 m/z 133.00 65.82%
0‘
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Abundance #64452: 2H-Cyclopentacyclooctene, 4,5,6,7,8,9-hexahydro-1,...
I I
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081619\
Data File : BF116323.D

Acq On : 16 Aug 2019 15:35

Operator : HP/JU

Sample - K4356-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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]
unknown6 .59 6.59 82.6 ng 2387640 1 6.82 578403 20.0
n-Hexadecanoic acid 11.86 4.1 ng 199651 4 11.33 978134 20.0
Decane, 1,1"-oxybis- 13.13 4.8 ng 205034 5 13.98 852265 20.0
Oxirane, heptadecyl- 13.59 3.2 ng 134452 5 13.98 852265 20.0
1-Heneicosanol 13.80 18.1 ng 772705 5 13.98 852265 20.0
1,19-Eicosadiene 14.24 5.5 ng 234097 5 13.98 852265 20.0
Behenic alcohol 14.43 24_.1 ng 1027270 5 13.98 852265 20.0
1,16-Hexadecanediol 14.86 3.9 ng 185398 6 15.43 957021 20.0
Eicosane 15.05 3.9 ng 185772 6 15.43 957021 20.0
n-Tetracosanol-1 15.08 10.8 ng 517982 6 15.43 957021 20.0
Octadecanal 15.61 2.7 ng 129077 6 15.43 957021 20.0
Heneicosane 15.83 3.8 ng 181653 6 15.43 957021 20.0
n-Nonadecanol-1 15.90 2.5 ng 118064 6 15.43 957021 20.0
Oxirane, hexadecyl- 16.60 2.4 ng 113191 6 15.43 957021 20.0
-.gamma.-Sitosterol 17.42 8.2 ng 393642 6 15.43 957021 20.0
unknownl7 .47 17.47 7.3 ng 347937 6 15.43 957021 20.0
1,4-Dimethyl-8-is... 17.73 4.2 ng 200508 6 15.43 957021 20.0
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