LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110821\
Data File : BF126068.D

Acqg On : 8 Nov 2021 16:42
Operator : JU/CG

Sample : M4540-01

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126068.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.163 5 13 24 rVB 1853989 2359496 46.78% 6.493%
2 2.975 145 151 156 rBvV2 37192 58892 1.17% 0.162%
3 5.075 499 508 512 rBV 89259 108954 2.16%  0.300%
4 5.469 570 575 579 rBV 3705292 3771608 74.78% 10.379%
5 6.481 741 747 750 rBV 3983401 3827229 75.88% 10.532%
6 6.851 807 810 814 rBV 1183089 939154 18.62%  2.584%
7 7.416 900 906 909 rBV 2670858 2441085 48.40% 6.717%
8 8.033 1008 1011 1022 rBV 316891 378448 7.50% 1.041%
9 8.133 1024 1028 1033 rVV 1376493 1106034 21.93% 3.044%
10 9.210 1206 1211 1214 rBV 5150416 4099392 81.28% 11.281%
11  9.327 1228 1231 1235 rBV2 63457 56045 1.11% 0.154%
12 9.516 1260 1263 1266 rBv2 137728 124350 2.47% 0.342%
13 9.551 1266 1269 1272 rWV 132849 106189 2.11% 0.292%
14  9.592 1272 1276 1278 rVB 69717 62628 1.24% 0.172%
15 9.804 1309 1312 1314 rBV 140661 120747 2.39% 0.332%

16 9.863 1318 1322 1324 rBV 1189278 1036813 20.56%
17 9.886 1324 1326 1333 rVB 1313248 1148998 22.78%
18 10.010 1344 1347 1350 rBV 253750 201916  4.00%
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19 10.051 1350 1354 1358 rVB2 122396 109611 2.17% 302%
20 10.674 1455 1460 1463 rBV 2293174 2052674 40.70% 649%
21 10.710 1464 1466 1470 rVB3 56248 55043 1.09% 151%
22 10.868 1490 1493 1504 rVB3 60003 85902 1.70% 236%

23 11.368 1574 1578 1585 rBV 1075514 937158 18.58%
24 12.957 1844 1848 1851 rBV 3974987 3141307 62.28%
25 13.162 1880 1883 1886 rBV 112124 102405 2.03%
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B

26 13.498 1934 1940 1944 rBV2 109606 135704  2.69%
27 13.609 1955 1959 1963 rBV 84905 77203 1.53% 0.212%
28 13.727 1974 1979 1981 rBV 5292224 5043570 100.00% 13.879%
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R

29 13.862 1998 2002 2015 rBV2 208851 348484 6.91% 0.959%
30 14.009 2022 2027 2030 rBV 1051057 917326 18.19% 2.524%
31 14.504 2104 2111 2115 rBV5 76707 161940 3.21% ©.446%
32 14.933 2182 2184 2190 rVB3 59969 67951 1.35% 0.187%
33 15.133 2214 2218 2221 rBV 65848 75950 1.51% 0.209%
34 15.168 2221 2224 2229 rBV6 36347 62929 1.25% ©.173%
35 15.468 2271 2275 2280 rBV 567608 694704 13.77% 1.912%
36 15.509 2280 2282 2290 rVB2 40209 56952 1.13% 0.157%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110821\
Data File : BF126068.D

Acqg On : 8 Nov 2021 16:42
Operator : JU/CG

Sample : M4540-01

Misc

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M

Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 15.715 2314 2317 2324 rVB5S 51578 71243 1.41% 0.196%

38 15.951 2353 2357 2362 rVB 85628 135472 2.69% 0.373%

39 16.456 2439 2443 2448 rBvV3 36142 58381 1.16% 0.161%
Sum of corrected areas: 36339887
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110821\
Data File : BF126068.D

Acqg On : 8 Nov 2021 16:42
Operator : JU/CG

Sample : M4540-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF126068.D\data.ms
5000000

6.481

4000000 5.469

3000000 7416

20000007.163

6.851

1000000

2.975 5.075

0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF126068.D\data.ms
9.210

5000000

4000000 12.957

3000000

10.674
2000000

1
1% 9P 11.368
10|710.868 13.162

1000000
0 ‘8.% ‘ 0,327 E(}?A&Ql — -~ o I 1250 1300

1
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: BF126068.D\data.ms

5000000 13527
4000000
3000000
2000000

1000000

14.93F61868 15|5086.7185.951

13.49%09 14.504
0 T ‘ T T T ‘ T T T ‘ T T T T ‘ T
Time->  13.50 14.00 14.50 15.00

16.456

T ‘ T ‘ T T T ‘ T T ‘ T T ‘ T T ‘ T
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\HPCHEM1\BNA_F\Data\BF110821\
Data File : BF126068.D

Acqg On : 8 Nov 2021 16:42
Operator : JU/CG

Sample : M4540-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.163 50.25 ng 2359500 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance  Scan 13 (2.163 min): BF126068.D\data.ms (-5) (-) m/z 73.10 100.00%
73.1
5000 43.0
87.1
RaRaE R R R
‘ Lg 0 ‘ 2.202.302.402.502.60
‘H\\‘H\\‘H\\‘1\‘\\‘\‘\\H\“.H\\“H‘\\‘H\\‘HH‘HH‘HH‘HH‘HH mz 43.05 45.74%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T[T [T T[T TT1
43.0 2.202.302.402.502.60
‘ 87.0 m/z 55.10  30.40%
90
miz--> 10 20 30 40 50 60 70 80 90 100110120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 S ——
2.202.302.402.502.60
5000 41.0 550 m/z 87.10 26.25%
27.0
I ‘ ‘ 112.0 129.0
_H‘_HwH‘wHH_‘H_HW‘HWHH‘HH_H‘_HWH‘WHH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9210: 1,3-Dioxolane, 2-propyl- R RERRAREEEAEEAEIENS
73.0 2.202.302.402.502.60
m/z 41.05 15.23%
5000
45.0
27.
ol I 99.0 1150

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110821\

Data File : BF126068.D

Acqg On : 8 Nov 2021
Operator : JU/CG
Sample : M4540-01
Misc

ALS vial : 13 Sample

16:42

Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M

Quant Title

TIC Library

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
5.075 2.32 ng 108954  1,4-Dichlorobenzene-d4 6.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 36
4 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

5 Diacetamide

101 C4H7NO2

Abundance Scan 508 (5.075 min): BF126068.D\data.ms (-499) (-)
3.0

5000 59.0
101.1
SO NN N S I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0
101.0
27.0 H
\\‘\\\\‘\\‘1‘\“‘\\\\“”}\\‘\\w\‘\\\7\‘1\.(\)\\8‘:\3‘\.(\)\‘\\\}“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9312: Acetic acid, 1,1-dimethylethyl ester
43.0
57.0
5000
29.0 101.0
ol
A ‘
T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #35323: 2-Nonanone, 9-hydroxy-
43.0 580
5000
71.0
83.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
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000625-77-4 9

m/z 43.00 100.00%

4.80 5.00 5.20 5.40
m/z 59.00 49.51%

A
T T T T T T T T

4.80 5.00 5.20 5.40
m/z 101.10  15.55%

4.80 5.00 5.20 5.40
m/z 58.00 14.07%

4.80 5.00 5.20 5.40
m/z 41.05 9.12%

4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110821\
Data File : BF126068.D

Acqg On : 8 Nov 2021 16:42

Operator : JU/CG

Sample : M4540-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
8.033 6.84 ng 378448 Naphthalene-d8 8.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Di-sec-Butyl ether 130 C8H180 006863-58-7 59
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50
5 Methoxyacetic acid, heptyl ester 188 C10H2003 168920-36-3 50

Abundance Scan 1011 (8.033 min): BF126068.D\data.ms (-1008) (-) m/z 45.00 100.00%

48.0
5000
T T
77-1 1011 7.80 8.00 8.20 8.40
‘H"HJp‘lu‘Mumu_“hgh“‘,‘1‘34‘1_‘”,‘” m/z 57.05 90.30%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 U R R N R R R
7.80 8.00 8.20 8.40
29.0 750
: m/z 41.10 39.79%
I =
\\\‘\\‘\\“\‘\\ \\\\“\}\\‘\\\\’\\}\‘\\\\’\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
T TR
7.80 8.00 8.20 8.40
5000 ITI z 75.10 14.81%
29.0 75.0
100.0
O~ N 1.
m/z--> 20 40 60 80 100 120 140 160
Abundance #15680: Di-sec-Butyl ether b e
48.0 7.80 8.00 8.20 8.40
m/z 56.10 14.28%
5000 101.0
zﬁo 83.0
m/z--> 20 0 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110821\
Data File : BF126068.D

Acqg On : 8 Nov 2021 16:42
Operator : JU/CG

Sample : M4540-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Longifolene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.516 2.16 ng 124350  Acenaphthene-di10 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Longifolene 204 C15H24 000475-20-7 86
2 Germacrene D 204 C15H24 023986-74-5 25
3 cis-3-Hexenyl phenyl acetate 218 C14H1802 042436-07-7 25
4 Cis-bicyclo[4.2.0]octane 110 C8H14 028282-35-1 22
5 3-Hexyne 82 C6H10 000928-49-4 20

Abundance Scan 1263 (9.516 min): BF126068.D\data.ms (-1260) (-) m/z 67.10 100.00%

67.1 91.0
41.0 133.0 161.1 189.2
5000
/\‘A/\/\‘ ‘f

H 9.50
\UU‘ }M\\ \\‘\\‘\\\\‘\\‘\\‘\\\ m/z 82'19 89'77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80100: Longifolene
161.0
L

5000 s ‘

9.50
m/z 91.00  83.38%

: ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80116: Germacrene D
161.0
105.0 M ‘

41.0 9.50
5000 9.0 m/z 161.10 71.36%
133.0
‘ ‘ ‘ ‘ 204.0
o LD Ll L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #96590: cis-3-Hexenyl phenyl acetate {5 i
82.0 9.50

m/z 41.00 71.35%

5000
41.0
L e

m/z--> 20 40 60 80 100 120 140 160 180 200 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110821\
Data File : BF126068.D

Acqg On : 8 Nov 2021 16:42
Operator : JU/CG

Sample : M4540-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Germacrene D Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.804 2.10 ng 120747  Acenaphthene-die 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Germacrene D 204 C15H24 023986-74-5 95
2 cis-muurola-3,5-diene 204 C15H24 1000365-95-4 87
3 1H-Cyclopropa[a]naphthalene, 1la,... 204 C15H24 017334-55-3 87
4 1H-Cyclopenta[1,3]cyclopropa[l,2... 204 C15H24 013744-15-5 70
5 Copaene 204 C15H24 003856-25-5 64

Abundance Scan 1312 (9.804 min): BF126068.D\data.ms (-1309) (-) m/z 161.10 100.00%

1601.1
91.0
119.1
5000
41.0
204.2

‘ 9.50 10.00
uw‘:“l_“Ju‘q“m_“uw m/z 91.85 62.31%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80116: Germacrene D
161.0
105.0
41.0
M

5000 79.0 9.50 10.00
‘ 133.0 204.0 m/z 105.00 57.87%
‘1‘5‘9””_‘”\“_“ ,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80214: cis-muurola-3,5-diene
105.0 161.0
il s,
9.50 10.00
5000 81.0 m/z 119.10 54.12%
204.0
o |
H“HH‘M‘\‘\“M "M\HU‘H\\““HH\“HH“H“H‘
m/z--> 20 40 60 80 100 120 140 160 180 200 AA
Abundance #80559: 1H-Cyclopropala]naphthalene, 1a,2,3,5,6,7,7a,7 pas. P
161.0 9.50 10.00

m/z 93.00 48.65%

5000
41.0 105.0
79.0 133.0 189.0
‘ H ‘\Mh ‘\‘ ‘h o H\ ‘H \“ ‘ ‘ ‘ /\/\J\ A/\

m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110821\
Data File : BF126068.D

Acqg On : 8 Nov 2021 16:42
Operator : JU/CG

Sample : M4540-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 1-Isopropyl-4,7-dimethyl-1,... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.010 3.51 ng 201916  Acenaphthene-di10 9.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Isopropyl-4,7-dimethyl-1,2,3,5... 204 C15H24 016729-01-4 98
2 Naphthalene, 1,2,3,5,6,8a-hexahy... 204 C15H24 000483-76-1 97
3 (1S,4aR,8aS)-1-Isopropyl-7-methy... 204 C15H24 006980-46-7 86
4 1,4-Cyclohexadiene, 3-ethenyl-1,... 134 C1l0H14 062338-57-2 83
5 cis-muurola-3,5-diene 204 C15H24 1000365-95-4 83

Abundance Scan 1347 (10.010 min): BF126068.D\data.ms (-1344) (-, m/z 161.10 100.00%

161.1
119.1
5000 91.0
41.0 204.2

‘ 10 00

— , m/z 119.10  66.92%
miz—> 20 40 60 80 100 120 140 160 180 200

Abundance #80297: 1-Isopropyl-4,7-dimethyl-1,2,3,5,6,8a-hexahydro
161.0

119.0 AA
41.0 91.0 2040 M- P !

69.0 10.00
m/z 105.10 62.83%
\ s M M L H\‘\ Jl “ |

‘\\\\‘\\\\‘\\\\‘\\\\‘\\\1‘\\\\‘\\\\’\\\\‘\\\\‘\\\

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #80407: Naphthalene, 1,2,3,5,6,8a-hexahydro-4,7-dimet
119.0 161.0

5000

410 91.0 e NH
10.00
m/z 91.00 50.99%
5000 204.0 /
65.0 ‘
IFwd AT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80440: (1S,4aR,8aS)-1-Isopropyl-7-methyl-4-methylene  Ma i ‘
161.0 10.00

m/z 134.05 41.74%
105.0

5000 410 79.0
133.0 204.0
ul “M i ‘ ‘ A /\« A n

m/z--> 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110821\
Data File : BF126068.D

Acqg On : 8 Nov 2021 16:42
Operator : JU/CG

Sample : M4540-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 1,3-Bis(cinnamoyloxymethyl)... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.163 2.23 ng 102405 Chrysene-di2 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Bis(cinnamoyloxymethyl)adama... 456 C30H3204 303797-58-2 53
2 1,3,8-p-Menthatriene 134 C1leH14 018368-95-1 43
3 3-Butenoic acid, 2-oxo-4-phenyl-... 190 C11H1003 1000142-22-4 38
4 7-0x0-1,3,5-cycloheptatriene-1-c... 131 C8H5NO 000934-19-0 38
5 Myrtenyl isovalerate 236 C15H2402 033900-84-4 38

Abundance Scan 1883 (13.162 min): BF126068.D\data.ms (-1880) (1 m/z 90.95 100.00%
91.0

5000
41.0 %ﬁj% T L
‘ ‘ 280.9 13.00 13.50
T ‘}‘iMI\‘M‘\“\” ““h‘\”h . H‘ \‘ 20‘7\ \1\ T T N L m/z 130.95 78'62%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance  #327873: 1,3-Bis(cinnamoyloxymethyl)adamantane
131.0
77.0
5000 T /\ T /\ T T T T T
13.00 13.50
m/z 119.10 70.32%
T ‘\‘ ‘M Uh “‘“ \} “‘\ ﬂ - ‘ \1\7\9\0‘ T \\2\59\(\) \3\?\8 \()\ T ‘ L ‘ T \4\5’6\"\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #17024: 1,3,8-p-Menthatriene
119.0
13.00 13.50
5000 m/z 103.00  55.11%
41.0 ‘
miz--> 50 100 150 200 250 300 350 400 450 j\ M
Abundance #64472: 3-Butenoic acid, 2-oxo-4-phenyl-, methyl ester L A‘ /\M i P
131.0 13.00 13.50
m/z 76.95 47.76%
5000
77.0
| 1990
e e e i o oot
m/z--> 50 100 150 200 250 300 350 400 450 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110821\
Data File : BF126068.D

Acqg On : 8 Nov 2021 16:42
Operator : JU/CG

Sample : M4540-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Diisooctyl adipate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.498 2.96 ng 135704  Chrysene-di12 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diisooctyl adipate 370 C22H4204 001330-86-5 90
2 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 83
3 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 72
4 Adipic acid, 2-ethylhexyl isobut... 314 C18H3404 1010324-48-0 64
5 Adipic acid, octyl 2-octyl ester 370 C22H4204 1000324-45-0 50
Abundance Scan 1940 (13.498 min): BF126068.D\data.ms (-1934) (1  m/z 129.00 100.00%
129.0
57.0
5000 "JL
] e
~ m w 1 \‘M\U\u”“ m“ 890 A w2z 57.05  65.03%
m/z--> 5 100 150 200 250 300 350
Abundance #279233: Diisooctyl adipate
129.0
57.0
5000 1
13.50
m/z 55.05 40.55%
241.0
15 ““\d | 1990 | | 3130 370.
\\\\\\\\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance  #279378: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
——
57.0 13.50
5000 m/z 70.10 39.14%
h‘ ) h\ d “\ ‘ 199.02419 3130 3704
A
miz--> 50 100 150 200 250 300 350
Abundance #279237: Hexanedioic acid, dioctyl ester
129.0 13.50
57.0 m/z 71.05 36.99%
5000
241.0
15 wﬂ h\ M L1990 | | 3130 370(
bl “‘ H e e ; T
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110821\
Data File : BF126068.D

Acqg On : 8 Nov 2021 16:42
Operator : JU/CG

Sample : M4540-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Cinnamyl cinnamate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.727 109.96 ng 5043570  Chrysene-d12 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cinnamyl cinnamate 264 C18H1602 000122-69-0 91
2 (E)-4-Bromo-4-methyl-1-phenylpen... 252 C12H13BrO 1000443-02-8 49
3 N-(p-Vinylbenzoyl)-1-alanine 219 C12H13NO3 139184-60-4 43
4 (2E)-N-(2-Fluorophenyl)-3-phenyl... 241 C15H12FNO 025893-50-9 43
5 Propanedioic acid, nitrile, hydr... 229 C12H11N302 294878-35-6 43
Abundance Scan 1979 (13.727 min): BF126068.D\data.ms (-1974) (-,  m/z 131.00 100.00%
131.0
5000
77.0
219.1
13.50 14.00
39.1 173.1 .
o A LU L L L B s e s e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #153419: Cinnamyl cinnamate
131.0
5000 —— ——
13.50 14.00
77.0 2190 m/z 117.05 35.78%
290 | ||| 1m0 | 2640
\H‘H\\‘HH’\\H‘\\H‘HH‘H\\‘\H\’HH’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #137543: (E)-4-Bromo-4-methyl-1-phenylpent-1-en-3-one
131.0

—— ——
13.50 14.00

5000 ITI/Z 103.00 35.51%
77.0
a0 | | 1740 254.0
e b e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #97534: N-(p-Vinylbenzoyl)-I-alanine — T
131.0 13.50 14.00
m/z 77.00  28.42%
5000
77.0 175.0
150 440 “‘ \“ 2190
T [P e e e e e e —— —
m/z--> 20 40 60 80 100120140160180200220240260280 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110821\
Data File : BF126068.D

Acqg On : 8 Nov 2021 16:42
Operator : JU/CG

Sample : M4540-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 1-Hexacosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.862 7.60 ng 348484  Chrysene-d12 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91

Abundance Scan 2002 (13.862 min): BF126068.D\data.ms (-1998) (- m/z 57.10 100.00%
57.1

L

5000
1350 1400
\H\ ] :1; e

217.1
\\\“‘ \\"\\‘\\\\‘\\\\‘\\\\‘:\32\6\:\[‘\\ mZ 43.10 98.11%

m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene
510 970

5000

1350 1400
m/z 55.10 86.18%

T “\ ‘\ “ H‘ T ‘H“ M‘ “ ‘h \:!7\8\1-\0 T \2:\38\ 0\ \2\9\2‘0\ T T 3‘6\4\(
m/z--> 50 100 150 200 250 300 350
Abundance #292190: Trichloroacetic acid, hexadecyl ester
3.0

83.0
1350 1400
5000 m/z 83.05 72.08%
#250
AMHHM oy 1080
m/z--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosano
55.0 1350 1400
97.0
m/z 97.10 63.32%
5000
Lsd‘ \‘\ I H\ \‘ #‘ \h L 182022402660
R by i B LA R
m/z--> 50 100 150 200 250 300 350 1350 1400
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110821\
Data File : BF126068.D

Acqg On : 8 Nov 2021 16:42
Operator : JU/CG

Sample : M4540-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Pentadecafluorooctanoic aci... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.504 3.53 ng 161940  Chrysene-di12 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, te... 610 C22H29F1502 1000406-04-4 90
2 Cyclotetradecane 196 C14H28 000295-17-0 86
3 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 72
4 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 64
5 2- Bromopropionic acid, pentadec... 362 C18H35Br02 1000292-44-2 64

Abundance Scan 2111 (14.504 min): BF126068.D\data.ms (-2104) (-1 m/z 43.10 100.00%

I MW
5000
N
192.1 2850 14.50
HJMMM‘\“M‘H‘M‘ b e e e M/z 57,180 85.96%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #346916: Pentadecafluorooctanoic acid, tetradecyl ester
57.0
5000 —
14.50
m/z 55.05 84.75%
\ ‘ Fs .0 196.0
\\‘\"\\H‘\H\A\%’\\\\\‘\\H‘2\\8\].\9\\%6\\9\\0‘\\\\’\\\\‘\\\\‘\5\\9\2’.\'
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #71733: Cyclotetradecane
53.0
N
14.50
5000 ITI/Z 83.10 76.41%
e se0
| L
‘Hw‘H‘_H‘V‘H_‘H‘HH,H‘WH‘W‘HW‘H‘_H‘_‘HV
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #261457: Heptadecy! trifluoroacetate 7 |
57.0 14.50
m/z 97.10 59.69%
- WW
\‘ ‘ \‘\Jllll 2100 2830
e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110821\
Data File : BF126068.D

Acqg On : 8 Nov 2021 16:42
Operator : JU/CG

Sample : M4540-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Hentriacontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

15.133 2.19 ng 75950  Perylene-di12 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31He64 000630-04-6 81
2 Sulfurous acid, butyl pentadecyl... 348 C19H4003S 1000309-18-2 80
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 80
4 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 80
5 Heptacosane 380 C27H56 000593-49-7 74

Abundance Scan 2218 (15.133 min): BF126068.D\data.ms (-2214) (- m/z 57.10 100.00%
57.1

5000 MMWﬂA%ﬂVMWApoWMMWAWM
127.0 15.00 15,
\ \‘\ ‘ o 20\70 287.1 328.2 Y o
“WWWMM‘MNW”HMW“ NN TR m/z 43.10 69.83%
miz--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
5000 — —
15.00 15.50
m/z 71.1@ 57.32%
T ‘ h‘ \‘ \1‘“ \h \l‘\ \‘ ‘]7\6? ‘\0‘ ‘2\2\5\ \0‘ T \\3?9\q \:3‘6\5\\()\ ‘ \4\3\7\.;
m/z--> 50 100 150 200 250 300 350 400
Abundance #257561: Sulfurous acid, butyl pentadecyl ester
57.0
—— —
15.00 15.50
5000 ITI/Z 85.05 43.20%
LY 002102650
m/z--> O 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl- — —
57.0 15.00 15.50
m/z 55.00 27.42%
- MM
LT 000 g0 210 3o R
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110821\
Data File : BF126068.D

Acqg On : 8 Nov 2021 16:42
Operator : JU/CG

Sample : M4540-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 unknownl5.715 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.715 2.05 ng 71243  Perylene-di12 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanal- 226 C15H300 002765-11-9 38
2 Carbonic acid, isobutyl undec-10... 270 C16H3003 1000314-60-8 38
3 1,16-Hexadecanediol 258 C16H3402 007735-42-4 38
4 N-(1-Methylpiperidin-4-yl)-4-nit... 263 C13H17N303 210643-97-3 38
5 Tetradecanal 212 C14H280 000124-25-4 38

Abundance Scan 2317 (15.715 min): BF126068.D\data.ms (-2314) (- m/z 57.10 100.00%

57.1
5000
1 219.1
1 2631 3131 415.. 15 50 16 00
~Al m/z 72.30%
mlz--> 50 100 150 200 250 300 350 400
Abundance #107138: Pentadecanal-
57.0
5000
1550 1600
10.0 m/z 43.10 65.84%
| \ 1], 20
\‘\“‘ \\h’“\“‘\\’\\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350 400
Abundance #160997: Carbonic acid, isobutyl undec-10-enyl ester
57.0
—r —
15.50 16.00
5000 m/z 55.00  63.85%
10.0
L spoasss
miz--> 50 100 150 200 250 300 350 400
Abundance #146033: 1,16-Hexadecanediol —— —
55.0 15.50 16.00
m/z 97.10 55.61%
5000
| F I
L) h\ \Nw 1660 222.0

m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110821\
Data File : BF126068.D

Acqg On : 8 Nov 2021 16:42
Operator : JU/CG

Sample : M4540-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.951 3.90 ng 135472  Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 86
3 Docosane 310 C22H46 000629-97-0 86
4 Hexacosane, 1l-iodo- 492 C26H53I 1000406-32-1 86
5 Hexacosane 366 C26H54 000630-01-3 86

Abundance Scan 2357 (15.951 min): BF126068.D\data.ms (-2353) (- m/z 57.10 100.00%
57.1

5000 A/\VJJ\/\\W\/J
9.0 P
141 16.00
197123912821 3411 401.
— \‘m \“n H \“ ‘\H‘n‘ \‘ by wll \‘ ——T ‘\ N | TR A m/z 43.10 91.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #176385: Eicosane
57.0
5000 T
16.00
m/z 71.10 59.32%
\\‘ \\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #123969: Hexadecane, 2-methyl-
57.0
—
16.00
5000 ITI/Z 85.05 41.80%
4 197.0
Al \\\Mw w00
m/z--> 50 100 150 200 250 300 350 400
Abundance #212282: Docosane T
57.0 16.00
m/z 41.00 26.97%
9.0
L ‘ “\ ‘h h‘ u‘ ‘ \‘ I ]\-8?\0 239.0 31\0.0
B R A I I e e o e ——
m/z--> 50 100 150 200 250 300 350 400 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110821\
Data File : BF126068.D

Acqg On : 8 Nov 2021 16:42
Operator : JU/CG

Sample : M4540-01

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.163 50.3 ng 2359500 1 6.851 939154 20.0
2-Pentanone, 4-... 5.075 2.3 ng 108954 1 6.851 939154 20.0
Ethanol, 2-(2-b... 8.033 6.8 ng 378448 2 8.133 1106030 20.0
Longifolene 9.516 2.2 ng 124350 3 9.886 1149000 20.0
Germacrene D 9.804 2.1 ng 120747 3  9.886 1149000 20.0
1-Isopropyl-4,7... 10.010 3.5 ng 201916 3  9.886 1149000 20.0
1,3-Bis(cinnamo... 13.163 2.2 ng 102405 5 14.009 917326 20.0
Diisooctyl adipate 13.498 3.0 ng 135764 5 14.009 917326 20.0
Cinnamyl cinnamate 13.727 110.0 ng 5043570 5 14.009 917326 20.0
1-Hexacosene 13.862 7.6 ng 348484 5 14.009 917326 20.0
Pentadecafluoro... 14.504 3.5 ng 161940 5 14.009 917326 20.0
Hentriacontane 15.133 2.2 ng 75950 6 15.468 694704 20.0
unknown15.715 15.715 2.0 ng 71243 6 15.468 694704 20.0
Eicosane 15.951 3.9 ng 135472 6 15.468 694704 20.0
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