LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF112719\
Data File : BF118046.D
Aca On : 27 Nov 2019 17:42 Instrument :
Operator : JU E?Afs el

- _ lentosampleld :
3?22'6 : K5959-06 2X S-112019-0-2-COMP-B4
ALS Vial : 11 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-BF111319.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 4.457 400 403 410 rBV 25300 32718 2.16% 0.185%
2 5.075 504 508 514 rBV 201795 208628 13.76% 1.178%
3 5.487 574 578 588 rBY 1080064 1028365 67.84% 5.807%
4 6.504 747 751 759 rBY 1380164 1157503 76.35% 6.536%
5 6.645 772 775 779 rBVY 1372781 1221259 80.56% 6.896%
6 6.716 783 787 790 rBV 21131 22018 1.45% 0.124%
7 6.881 812 815 819 rBVY 1021901 818926 54.02% 4.624%
8 7.039 838 842 845 rBVY 1249272 999664 65.94% 5.645%
9 7.439 907 910 915 rBV 830103 721549 47 .60% 4_.075%
10 7.739 959 961 965 rBV 44080 38129 2.52% 0.215%
11 8.169 1031 1034 1037 rBvV 1319235 1041369 68.69% 5.881%
12 8.192 1037 1038 1041 rVB 66787 35127 2.32% 0.198%
13 8.386 1066 1071 1074 rBV 26087 22318 1.47% 0.126%
14 8.445 1077 1081 1085 rBV 33539 30402 2.01% 0.172%
15 8.886 1152 1156 1161 rVB2 40066 34109 2.25% 0.193%
16 8.986 1170 1173 1178 rVB 25780 22549 1.49% 0.127%
17 9.245 1214 1217 1221 rBvV 1878172 1515965 100.00% 8.561%
18 9.328 1228 1231 1233 rBV 24056 19014 1.25% 0.107%
19 9.639 1281 1284 1289 rBV 248294 195622 12.90% 1.105%
20 9.792 1308 1310 1314 rBV 41111 32523 2.15% 0.184%
21 9.857 1319 1321 1327 rVB2 22447 24496 1.62% 0.138%
22 9.933 1330 1334 1337 rVV 1513595 1186290 78.25% 6.699%
23 9.963 1337 1339 1343 rVB 25363 24239 1.60% 0.137%
24 10.133 1363 1368 1373 rVB2 26173 31865 2.10% 0.180%
25 10.363 1405 1407 1409 rVB 27013 19389 1.28% 0.109%
26 10.480 1424 1427 1435 rVB3 20178 23480 1.55% 0.133%
27 10.722 1464 1468 1475 rBV 886840 734749 48.47% 4.149%
28 10.839 1485 1488 1489 rBV2 22913 24182 1.60% 0.137%
29 11.227 1551 1554 1558 rBV 23323 21792 1.44% 0.123%
30 11.286 1561 1564 1567 rVVv2 25980 27613 1.82% 0.156%
31 11.316 1567 1569 1574 rVB3 21472 26212 1.73% 0.148%

32 11.427 1584 1588 1590 rBV 1317778 1078683 71.15% 6.091%
33 11.445 1590 1591 1595 rVvVv 134288 116710 7.70% 0.659%
34 11.498 1595 1600 1603 rVB 46065 57830 3.81% 0.327%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF112719\
Data File : BF118046.D
Aca On : 27 Nov 2019 17:42 Instrument :
Operator : JU EﬁAfs el

- _ lentosampleld :
3?22'6 : K5959-06 2X S-112019-0-2-COMP-B4
ALS Vial : 11 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-BF111319.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.657 1622 1627 1632 rBV4 17720 30218 1.99% 0.171%
36 11.716 1634 1637 1640 rVB3 19164 19549 1.29% 0.110%
37 11.945 1670 1676 1683 rBV2 95759 169597 11.19% 0.958%
38 12.039 1689 1692 1695 rBV2 38715 42058 2.77% 0.237%
39 12.121 1703 1706 1709 rBvV4 19268 24111 1.59% 0.136%
40 12.251 1726 1728 1732 rVB4 17317 19244 1.27% 0.109%
41 12.404 1752 1754 1757 rBV4 24753 25556 1.69% 0.144%
42 12.480 1764 1767 1769 rBVY 51685 48876 3.22% 0.276%
43 12.510 1769 1772 1775 rVVv4 33922 38929 2.57% 0.220%
44 12.563 1779 1781 1784 rVV2 22269 24261 1.60% 0.137%

45 12.645 1791 1795 1798 rBVY 250329 210454 13.88% 1.188%

46 12.733 1808 1810 1814 rBV3 62943 71085 4.69% 0.401%
47 12.874 1829 1834 1841 rBV 245424 288044 19.00% 1.627%
48 13.016 1854 1858 1861 rBV 1548281 1272097 83.91% 7.183%
49 13.092 1868 1871 1874 rBV3 30058 42230 2.79% 0.238%
50 13.710 1974 1976 1980 rVB 47740 45392 2.99% 0.256%

51 13.916 2008 2011 2017 rBV4 132905 175704 11.59% 0.992%
52 14.074 2034 2038 2041 rBV2 973902 1088593 71.81% 6.147%
53 14.104 2041 2043 2045 rVB 131119 97145 6.41% 0.549%
54 15.133 2216 2218 2222 rBV 131716 173239 11.43% 0.978%
55 15.580 2290 2294 2303 rVB 745807 1207143 79.63% 6.817%

Sum of corrected areas: 17708812
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF112719\

BF118046.D

27 Nov 2019 17:42

Ju

K5959-06 2X S-112019-0-2-COMP-B4
11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF118046.D
1500000
6.5(.65
7.04
5.49 6.8
1000000
7.44
500000
5.07
4.46 L E.72 L_J
0 T T T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T T I
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF118046.D
9|25
13.02
9.93
1500000
8.17 11.43
1000000 10.72
500000
12.6512.87
201 50 Mg@fEEM
. 940.1310.36.48 |{10.84 umzél&fguaaz 12,262
0 r | A, AN
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF118046.D
1500000
14.07 15.58
1000000
15.13
500000 13.93f;10
13.7
o ————————————— ——— e S S e O S B
Time-->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112719\

Data File : BF118046.D

Aca On : 27 Nov 2019 17:42

Operator : JU

ﬁ?ggle : K5959-06 2X S-112019-0-2-COMP-B4
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.07 5.10 ng 208628 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 23
4 Propane. 2-ethoxvy-2-methvl- 102 C6H140 000637-92-3 17
5 4-Methoxy-1-pentene 100 C6H120 098386-09-5 17

Abundance Scan 507 (5.069 min): BF118046.D (-504) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 R LR LS IR
| 83.0 | 4.80 5.00 5.20 5.40
) SV MY P S — m/z 59.00 59.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR I UL I I
59.0 480 500 520 540
m/z 101.00 21.99%
31.0 g30 1010
0'W'”W””W””Th”l““P'”P”'W”W'“Wh'ﬂ”“l””P'”P”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
54.0
480 500 520 540
5000 41.0 m/z 58.00 15.18%
o T 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8358: 2-Hexanol, 2—methy|— LI L L L L L L B
59.0 480 5.00 5.20 5.40
m/z 41.00 9.76%
5000
0"&ﬁgw“mm“ﬂii'vjmh'jﬁg“v:“w'“w'“v“'w“'w“'VH'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112719\

Data File : BF118046.D

Aca On : 27 Nov 2019 17:42

Operator : JU

ﬁ?ggle : K5959-06 2X S-112019-0-2-COMP-B4
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.65 Concentration Rank 1

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

6.65 29.83 ng 1221260 1,4-Dichlorobenzene-d4 6.88
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 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 776 (6.651 min): BF118046.D (-772) (-) m/z 132.00 100.00%
132.0
5000
68.0
o150 | e | ol o ok 750
0 ot m/z 68.00 33.07%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 IR AR R R L
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.61%
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
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 22.26%
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-propiony! I ERERE s
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 13.68%
74.0
5000 9go 1160
oL—— I "‘l - ""Ml : Iw‘l : Iw‘l“l : "“l : I‘\ L —— ?-5|80| —— |]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112719\

Data File : BF118046.D

Aca On : 27 Nov 2019 17:42

Operator : JU

ﬁ?ggle : K5959-06 2X S-112019-0-2-COMP-B4
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Tridecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.95 3.14 ng 169597 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 81
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 60
3 Tetradecanoic acid 228 C14H2802 000544-63-8 59
4 Pentadecanoic acid 242 C15H3002 001002-84-2 59
5 Dodecanoic acid 200 C12H2402 000143-07-7 47
Abundance Scan 1677 (11.951 min): BF118046.D (-1670) (-) m/z 192.10 100.00%
1
5000 43.0
11.60 11.80 12.00 12.20
0 m/z 73.00 68.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
73.0
43.0
5000
129.0 11.60 11.80 12.00 12.20
‘ ‘ 060 171.0 214.0 m/z 191.10 66.68%
0|:|I-|8|(|)||| || | ||'=|II |||] “ll. Ay ||'|'|||1'|4|9|r'9|||i| I|III — e
m/z--> 20 4 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
11.60 11.80 12.00 12.20
5000 129.0 m/z 55.00 57.15%
83.0
‘ 157.0 1850 213.0 256.0
A
o m .‘l‘k‘.
m/z--> 20 40 60 85 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid R B .
73.0 11.60 11.80 12.00 12.20
43.0 m/z 60.00 55.86%
5000 129.0
0L15.0
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\HPCHEMI1\BNA F\DATA\BF112719\

Data File : BF118046.D

Aca On : 27 Nov 2019 17:42

Operator : JU

ﬁ?ggle : K5959-06 2X S-112019-0-2-COMP-B4
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Benzene, 1,1"-(1,3-butadiyn... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.65 3.90 ng 210454 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluoranthene 202 C16H10 000206-44-0 95
2 Pvrene 202 C16H10 000129-00-0 93
3 Benzene. 1.1"-(1.3-butadivne-1.4... 202 C16H10 000886-66-8 76
4 1.4-Pentadivn-3-one., 1.5-diphenvl- 230 C17H100 015814-30-9 72
5 I-Leucyl-I1-leucine, N,N"-dimethy... 430 C22H42N206 1000328-59-0 47
Abundance Scan 1796 (12.651 min): BF118046.D (-1791) (-) m/z 202.10 100.00%
20%.1
5000
100.9 12.40 12.60 12.80 13.00
176.0
o...,....,?.1.9,..7?.?....f....lﬁ‘?.(?,l?f?.?....,....'-|....?,.2?..9.... 2141 3058 /7 200.05  20.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #62827: Fluoranthene
202.0
5000
12.40 12.60 12.80 13.00
m/z 203.00 14 _.65%
o 51.0 75.0 1011'0126015001740
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #62822: Pyrene
202.0
12.40 12.60 12.80 13.00
5000 m/z 201.00 14 .39%
101.0
o 51.0 75.0 | 126.0150.0174.0 H
m/z--> 20 40 60 85 100 120 140 160 180 200 220 240 260 280 300
Abundance #62831: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis-
202.0 12.40 12.60 12.80 13.00
m/z 100.90 8.34%
5000
0 ﬂomomoﬂn%%mmoﬂm
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112719\

Data File : BF118046.D

Aca On : 27 Nov 2019 17:42

Operator : JU

ﬁ?ggle : K5959-06 2X S-112019-0-2-COMP-B4
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 9-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.92 3.23 ng 175704 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Eicosene. (E)- 280 C20H40 074685-29-3 64
2 Cvclopentane. (4-octvldodecvl)- 350 C25H50 005638-09-5 62
3 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 62
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 62
5 17-Pentatriacontene 491 C35H70 006971-40-0 62
Abundance Scan 2012 (13.921 min): BF118046.D (-2008) (-) m/z 230.10 100.00%
57.1 230.1
5000 7.1
302.1 USRI SRR B
41.0 101 3442 13.60 13.80 14.00 14.20
ob———tdh m/z 57.10 90.46%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #127770: 9-Eicosene, (E)-
51.0
5000 SR SRR UM S B
13.60 13.80 14.00 14.20
m/z 43.05 56.25%
0 39.0 181.0 223.0 280.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #184207: Cyclopentane, (4-octyldodecyl)-
43.0
83.0 13.60 13.80 14.00 14.20
5000 m/z 83.00 52.94%
25.0
0 \ lh j“xll.em 23?02780 350.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #235928: Octacosyl trifluoroacetate AR e R RR
57.0 13.60 13.80 14.00 14.20
m/z 55.05 52 .52%
97.0
5000
390
ol A g oy, 181:0222.0 264.0 306.0 348.0 392.0 437.0 488.0 e —
m/z--> 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF112719\

Data File : BF118046.D

Acq On : 27 Nov 2019 17:42

Operator : JU

3?22'6 - K5959-06 2X S-112019-0-2-COMP-B4
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.07 5.1 ng 208628 1 6.88 818926 20.0
unknown6 .65 6.65 29.8 ng 1221260 1 6.88 818926 20.0
Tridecanoic acid 11.95 3.1 ng 169597 4 11.43 1078680 20.0
Benzene, 1,1"-(1,... 12.65 3.9 ng 210454 4 11.43 1078680 20.0
9-Eicosene, (E)- 13.92 3.2 ng 175704 5 14.08 1088590 20.0
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