LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47266.D

Acqg On : 20 Aug 2024 11:28

Operator : RC/JU

Sample : P3643-01 :
Misc : 932-K1-SD-0-0.5-081524

ALS vial : 5 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 M\Methods\8270-BM081024 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BM@47266.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1  3.263 60 64 73 rBV 88616 136473 2.05% 0.235%
2 4.569 279 286 294 rBV 160822 244927 3.69% 0.422%
3 5.016 355 362 374 rBV 2599971 3840999 57.81% 6.613%
4 6.575 619 627 639 rBV 2665184 4104222 61.78% 7.066%
5 7.357 753 760 768 rBV 645272 984735 14.82% 1.695%
6 7.663 806 812 819 rVB 224348 353516 5.32% 0.609%
7 8.504 945 955 966 rBV 1541656 2576773 38.79% 4.436%
8 9.086 1047 1054 1061 rBvV2 79535 123570 1.86% 0.213%
9 10.116 1221 1229 1240 rBV 823722 1352015 20.35% 2.328%
10 10.692 1319 1327 1332 rBV2 37357 67816 1.02% 0.117%

11 10.875 1351 1358 1369 rBv2 133154 302613  4.55%
12 12.627 1649 1656 1665 rBV 3307860 4845002 72.93%
13 14.021 1886 1893 1902 rBV 1286843 1903197 28.65%
14 14.257 1925 1933 1934 rBV3 72388 124242 1.87%

OO WO
N
N
~N
B

15 14.280 1934 1937 1944 rVB3 123775 182879 2.75% 315%
16 14.492 1966 1973 1979 rBV6 48073 101466 1.53% 0.175%
17 15.527 2143 2149 2161 rVV 3474680 5006096 75.35% 8.619%
18 15.768 2186 2190 2196 rVB3 43448 68131 1.03% ©0.117%
19 16.009 2227 2231 2235 rBV3 74287 86977 1.31% ©0.150%
20 16.227 2262 2268 2274 rBVS5 79965 141072 2.12% 0.243%

21 16.445 2301 2305 2310 rVB3 46644 66665 1
22 16.786 2357 2363 2372 rVB 1654891 2485848 37.
23 16.909 2380 2384 2390 rVB 97108 128591 1.94%
24 16.992 2393 2398 2409 rBV6 178059 383059 5
7

[ORO RO
N
N
=
S

25 17.551 2488 2493 2506 rBV3 201481 524250 .89% 903%
26 17.686 2511 2516 2518 rVV 263239 363337 5.47% ©0.626%
27 17.721 2518 2522 2537 rVV 2266849 3469761 52.23% 5.974%
28 17.833 2538 2541 2549 rVB4 89733 155398 2.34% ©0.268%
29 18.486 2648 2652 2659 rVB2 47970 88890 1.34% 0.153%
30 18.598 2667 2671 2675 rBv4 44239 77231 1.16% ©0.133%
31 18.739 2688 2695 2700 rBV2 104763 160911 2.42%  ©.277%
32 18.868 2713 2717 2719 rBV2 138133 182616 2.75% 0.314%
33 18.898 2719 2722 2728 rVV3 151379 317410 4.78%  0.546%
34 18.950 2728 2731 2734 rVB 116161 143794  2.16%  ©.248%
35 19.021 2739 2743 2761 rVB 1287209 1925772 28.99%  3.316%
36 19.292 2786 2789 2793 rVB2 73122 82275 1.24% 0.142%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47266.D

Acqg On : 20 Aug 2024 11:28

Operator : RC/JU

Sample : P3643-01 :
Misc : 932-K1-SD-0-0.5-081524

ALS vial : 5 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 M\Methods\8270-BM081024 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 19.380 2800 2804 2808 rBV2 129180 190492 2.87% ©.328%
38 19.450 2811 2816 2825 rVV 5243928 6643689 100.00% 11.438%

39 19.533 2826 2830 2837 rVB3 101184 208299 3.14% 0.359%
40 19.597 2838 2841 2845 rBV 88076 106372 1.60% ©.183%
41 19.762 2866 2869 2873 rBv2 118271 187265 2.82% ©.322%
42 20.121 2927 2930 2933 rBV 110071 122836 1.85% 0.211%
43 20.762 3035 3039 3050 rBV 1841216 2763762 41.60% 4.758%
44 21.027 3079 3084 3092 rBV 2249058 3222273 48.50% 5.548%
45 21.780 3206 3212 3223 rVB 1442668 3044814 45.83% 5.242%

46 22.991 3415 3418 3423 rVB 247095 392082 5.90% ©.675%
47 23.056 3425 3429 3442 rVB2 388286 949132 14.29% .634%
48 23.721 3536 3542 3558 rVB 1375275 3149162 47.40% 5.422%

[y

Sum of corrected areas: 58082707
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47266.D

Acqg On : 20 Aug 2024 11:28

Operator : RC/JU

Sample : P3643-01 :
Misc : 932-K1-SD-0-0.5-081524

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM047266.D\data.ms

5000000

4000000
12.621

3000000 5016 6.575

2000000
8.504

1000000 7357 10.116

3.263 4.569 ﬂﬁiﬁ63 9.086 1013875

Oﬁ_\k\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\

Time--> 300 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BM047266.D\data.ms

19.450
5000000

4000000
15.527

3000000 21.027

21.780
2000000

14.021

1000000
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1
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Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BM047266.D\data.ms
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4000000
3000000
2000000 23.721

1000000 2§§§ﬁ§
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47266.D

Acqg On : 20 Aug 2024 11:28

Operator : RC/JU

Sample : P3643-01 :
Misc 932-K1-SD-0-0.5-081524

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 unknown3.263 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
3.263 2.77 ng 136473 1,4-Dichlorobenzene-d4 7.357

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 43
2 (R)-(-)-3-Methyl-2-butanol 88 C5H120 001572-93-6 39
3 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 39

4 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 9
5 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9

Abundance  Scan 64 (3.263 min): BM047266.D\data.ms (-60) (-) m/z 45.05 100.00%

45.0
5000 k
BEEEEREmEE e
3.00 3.20 3.40 3.60
(
Ol 749 1150 1550 2210 2804 |/, 43,10  17.73%
miz--> 50 100 150 200 250
Abundance #1083: Propylene Glycol
45.0
5000 | LA NI B
3.00 3.20 3.40 3.60
m/z 61.10 6.92%
ol15:0) | 760
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #2394: (R)-(-)-3-Methyl-2-butanol
45.0
R S T
3.00 3.20 3.40 3.60
5000 m/z 44.00 3.75%
15.0
ol U‘H““ E MM
m/iz--> 50 100 150 200 250
Abundance #5320: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)- R e R Ema
45.0 3.00 3.20 3.40 3.60
m/z 42.00 3.35%
h W
ol—dldy %0 S —
m/z--> 50 100 150 200 250 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47266.D

Acqg On : 20 Aug 2024 11:28

Operator : RC/JU

Sample : P3643-01 :
Misc : 932-K1-SD-0-0.5-081524

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.569 4.97 ng 244927  1,4-Dichlorobenzene-d4 7.357

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 33
3 Succinic acid, heptyl 2-methoxye... 274 C14H2605 1000325-80-7 33
4 2,5,8,11-Tetraoxadodecane 178 C8H1804 000112-49-2 17
5 Butane 58 C4Hie 000106-97-8 9

Abundance Scan 286 (4.569 min): BM047266.D\data.ms (-279) (-) m/z 43.05 100.00%

3.0
101.1 e
‘ 4.20 4.40 4.60 4.80
Obrrrprrr b S350 o 1281 1652 2091 m/z 59.1@  58.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L N B LA BN R I
4.20 4.40 4.60 4.80
m/z 101.10  23.51%
15.0 ‘ 101.0
OH\‘\‘\‘M\\“MH}‘\\H“\\H“‘HH‘HH‘HH‘HH‘HH‘\H\‘\\H‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #9501: n-Propyl t-butyl ether
59.0
e AR RmaES S
4.20 4.40 4.60 4.80
m/z 58.05 17.40%
5000 101.0 /
29.0
0! et e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #165726: Succinic acid, heptyl 2-methoxyethyl ester T R T
59.0 4.20 4.40 4.60 4.80
m/z 41.05 9.84%
5000 101.0
159.0
29"0“ m“ ‘ ‘ 128.0 199.0 244.(
Ol peberprrer b prprre b e e .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\

Data File : BM@47266.D

Acqg On : 20 Aug 2024 11:28

Operator : RC/JU

Sample : P3643-01 :
Misc 932-K1-SD-0-0.5-081524

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eucalyptol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.663 7.8ng 353516 1,4-Dichlorobenzene-d4  7.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 eucalyptol 154 ClH180 000470-82-6 99

1000058-17-6 47
020126-76-5 35

2 Trifluoroacetyl-.alpha.-terpineol 250 C12H17F302
3 3-Cyclohexen-1-0l, 4-methyl-1-(1... 154 C10H180

4 2-Isopropyl-5-methylhex-2-enal 154 C10H180 035158-25-9 27
5 3-Hepten-2-one, 3-propyl- 154 C10H180 032064-69-0 25
Abundance Scan 812 (7.663 min): BM047266.D\data.ms (-806) (-) m/z 43.05 100.00%
3.0
5000
154.1
e
i H H ‘ 7.40 7.60 7.80 8.00
Okl b L 281D g1.10 62.53%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #30918: Eucalyptol
43.0
81.0
5000 T T[T T [T T[Tl
154.0 7.40 7.60 7.80 8.00
m/z 71.10  52.25%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #135218: Trifluoroacetyl-.alpha.-terpineol
43.0
T R
7.40 7.60 7.80 8.00
5000 81.0 154.0 m/z 108.05  45.84%
1131.0
e LA L
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #31271: 3-Cyclohexen-1-ol, 4-methyl-1-(1-methylethyl)-, R A RAER ARRESC A
71.0 7.40 7.60 7.80 8.00
m/z 111.10 43.63%
111.0
5000
410 154.0
m/z--> 20 40 60 80 100120140160180200220240260280 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47266.D

Acqg On : 20 Aug 2024 11:28

Operator : RC/JU

Sample : P3643-01 :
Misc : 932-K1-SD-0-0.5-081524

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 1-Phenoxypropan-2-ol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.874 4.48 ng 302613 Naphthalene-d8 10.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 97
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 83
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
4 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 59
5 Butanoic acid, 4-phenoxy- 180 C10H1203 006303-58-8 53
Abundance Scan 1358 (10.875 min): BM047266.D\data.ms (-1351) (- | m/z 94.00 100.00%
94.0
5000 jx
— —~——
45.0 h | 15‘2'1 1050 11.00
O e bt 28 mjz 77.0@  25.24%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
5000 e s
10.50 11.00
152.0 m/z 78.05 16.59%
45.0 ‘ ‘
O \H‘H‘\\““\‘\‘\\"\HH\“’\\H‘\‘!H‘H\\‘HH‘\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0
= —
10.50 11.00
5000 m/z 152.05 16.06%
45.0 152.0
0 FILASS M S SURUTEL S
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19881: Ethanol, 2-phenoxy- — ey
94.0 10.50 11.00
m/z 108.05 13.93%
5000
138.0
51.0
0 ‘H‘MH",‘”H‘,"“‘_hH‘WH‘W‘,‘m,‘WWWWW
m/z--> 20 40 60 80 100120140160180200220240260280 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47266.D

Acqg On : 20 Aug 2024 11:28

Operator : RC/JU

Sample : P3643-01 :
Misc : 932-K1-SD-0-0.5-081524

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 unknownl6.992 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.992 3.08 ng 383059 Phenanthrene-d10 16.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acorenone B 220 C15H240 021653-33-8 44
2 3-Oxabicyclo[4.1.0]heptan-2-one,... 168 C10H1602 022841-82-3 42
3 Flexibilide 334 C20H3004 1000433-00-5 38
4 1H-Naphthalen-2-one, 3,4,5,6,7,8... 180 C12H200 1010164-27-1 35
5 cis-Z-.alpha.-Bisabolene epoxide 220 C15H240 1000131-71-2 35
Abundance Scan 2398 (16.992 min): BM047266.D\data.ms (-2393) (- | m/z 55.10 100.00%
1
109.1
5000 179.1
17.00
220.1 281.0 :
0 \MMMWM“W\H‘ —— m/z 41.10 90.97%
miz--> 50 100 150 200 250 300
Abundance #99144: Acorenone B
109.0
41.0
5000 T
17.00
49.0 m/z 43.10 78.10%
L] o
O' ‘H} \H‘\ “h ‘\Hh\ H\ T ‘ T 1 L ‘ L L ‘ LI T
miz--> 50 100 150 200 250 300
Abundance #43184: 3-Oxabicyclo[4.1.0]heptan-2-one, 4,4,7,7-tetram
67.0 109.0
——
17.00
5000 m/z 109.10 71.55%
b0.d 153.0
0 ‘\M“ h‘; \‘;“ MHM ““‘ : ““ \‘ T T
miz--> 50 100 150 200 250 300
Abundance #241677: Flexibilide T
43.0 17.00
m/z 123.10  69.36%
5000 81.0
23.0 165.0
0 ‘“\ML b ‘%0‘\5\0 . 2730 316.0
il e ——
m/z--> 50 100 150 200 250 300 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\

Data File : BM@47266.D

Acqg On : 20 Aug 2024 11:28

Operator : RC/JU

Sample : P3643-01 :
Misc 932-K1-SD-0-0.5-081524

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 (3S,3aS,6R,7R,9aS)-1,1,7-Tr... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
17.551 4.22 ng 524250  Phenanthrene-d10 16.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (3S,3aS,6R,7R,9aS)-1,1,7-Trimeth... 238 C15H2602 002649-64-1 99
2 Calarene epoxide 220 C15H240 1000151-46-0 41
3 5-Pyrrolidin-2-ylidenemethyl-3,4... 164 C9H12N20 1010192-09-5 38
4 8-Amino-2H-1,4-benzoxazin-3(4H)-one 164 C8H8N202 321126-82-3 35
5 2-Benzothiazolamine, N-methyl- 164 C8H8N2S 016954-69-1 35

Abundance Scan 2493 (17.551 min): BM047266.D\data.ms (-2488) (- | m/z 164.10 100.00%
164.1
5000 411 93.0 /\kW»WNWNM
220.2 L f
‘ \ \ 267.0 355 1759
0 bl 20T 999 Tm/z 41.18 50.62%
m/z--> 50 100 150 200 250 300 350
Abundance #121146: (3S,3aS,6R,7R,9aS)-1,1,7-Trimethyldecahydro
164.0
5000 410 107.0 R T
. 220.0 17.50
m/z 93.05 44.25%
0 \“\‘ ““‘H‘\ “\““‘\ \‘ T “\ LI B
miz--> 50 100 150 200 250 300 350
Abundance #99160: Calarene epoxide
41.0
——
17.50
5000 ITI/Z 135.00 42.91%
93.0 138.0
77.0 220.0
o u““w“lm,mwm‘,‘
m/z--> 50 100 150 200 250 300 350
Abundance #40353: 5-Pyrrolidin-2-ylidenemethyl-3,4-dihydropyrrol-2- P ‘
164.0 17.50
m/z 107.10 42.68%
5000
108.0
41.0
m/z--> 50 100 150 200 250 300 350 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47266.D

Acqg On : 20 Aug 2024 11:28

Operator : RC/JU

Sample : P3643-01 :
Misc : 932-K1-SD-0-0.5-081524

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 unknownl7.686 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.686 2.92 ng 363337  Phenanthrene-d10 16.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5,6-Dihydro-4-methoxy-2H-pyran 114 C6H1002 017327-22-9 25
2 7-Oxabicyclo[4.1.0]heptane, 1-me... 152 C1@H160 001195-92-2 16
3 2-Butanone, 4-(2,6,6-trimethyl-2... 194 C13H220 039721-65-8 15
4 5,9-Undecadien-2-one, 6,10-dimet... 194 C13H220 000689-67-8 14
5 Hydroxylamine, O-(3-methylbutyl)- 183 C5H13NO 019411-65-5 11

Abundance Scan 2516 (17.686 min): BM047266.D\data.ms (-2511) (- | m/z 43.10 100.00%

43.1
5000 81.1 137.2
177.1 ‘

I e
220.1 17.50 18.00

0 s ‘\‘u \“\hm LHM l Wil 268.0 m/z 81.10 41.10%

“M ‘HM
m/z--> 50 100 150 200 250
Abundance #8199: 5,6-Dihydro-4-methoxy-2H-pyran
43.0 83.0 114.0

5000 E—— —
17.50 18.00

m/z 137.15 40.56%

O l .0 ‘\ ‘H“ \‘ ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #29414: 7-Oxabicyclo[4.1.0]heptane, 1-methyl-4-(1-meth
43.0

17.50 18.00
5000 m/z 71.05 38.72%
93.0 137.0
0 . M I \ m hh‘ ‘HH ‘u H‘ “ ‘\ ‘\ . ‘\ T B e e e B
m/z--> lOO 150 200 250
Abundance #69326: 2—Butanone, 4-(2,6,6-trimethyl-2-cyclohexen-1-y — ==
43.0 17.50 18.00

m/z 93.05 35.07%

5000 95.0
‘ 136 0
194.0
‘ H‘ ‘u \h \\H W‘m\ \‘Hh M “h\‘ I ‘ Lo |

: ——
miz--> 50 100 150 200 250 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\

Data File : BM@47266.D

Acqg On : 20 Aug 2024 11:28

Operator : RC/JU

Sample : P3643-01 :
Misc 932-K1-SD-0-0.5-081524

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024 .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 8 n-Hexadecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
17.721  27.92 ng 3469760  Phenanthrene-d10 16.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Dodecanoic acid 200 C12H2402 000143-07-7 53

Abundance Scan 2522 (17.721 min): BM047266.D\data.ms (-2518) ({ m/z 73.10 100.00%
5000
129.1
213.2 — —
HH | 171.1 ‘ 256.3 17.50 18.00
ol 38l by UL L T 84 celes 8e.60%
miz--> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 — ——
129.0 17.50 18.00
3.0 213.0 m/z 43.10  73.50%
171.0 ‘
0’ H}M‘\‘N \“ T “\ \“ \‘\H“ \‘\“\ T “\ LI B B B
miz-> 50 100 150 200 250 300
Abundance #92069: Tridecanoic acid
73.0
= —
17.50 18.00
5000 129.0 m/z 57.10 63.07%
29. 171.0
‘ 214.0
ol “M w‘“‘“ 1 Y ‘ SE—
m/iz--> 50 100 150 200 250 300
Abundance #109283: Tetradecanoic acid — —
73.0 17.50 18.00
m/z 41.10 60.49%
5000 129.0
185.0
228.0
AR 7 Y N ) SN | S
m/z--> 50 100 150 200 250 300 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47266.D

Acqg On : 20 Aug 2024 11:28

Operator : RC/JU

Sample : P3643-01 :
Misc : 932-K1-SD-0-0.5-081524

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 9-Nonadecene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.898 2.55 ng 317410  Phenanthrene-d10 16.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Nonadecene 266 C19H38 031035-07-1 86
2 1-Nonadecene 266 C19H38 018435-45-5 81
3 n-Pentadecanol 228 C15H320 000629-76-5 80
4 Trifluoroacetic acid,n-tridecyl ... 296 C15H27F302 053800-02-5 80
5 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 64
Abundance Scan 2722 (18.898 min): BM047266.D\data.ms (-2719) (- | m/z 55.10 100.00%
55.1
- wfjtu
149 0
— ——
‘ 264.1 18.50 19.00
[ H— H’J ‘\ ‘H ‘\H‘\u‘\ ‘\Mu‘w‘\‘\ \i\h H‘\I i M u\ ; ‘ ‘L\‘ B ‘3‘4‘1‘]" — ‘4"]"‘5‘" m/Z 69.10 73.5900
miz--> 50 100 150 200 250 300 350 400
Abundance #155958: 9-Nonadecene
558.0
5000 = ——
11.0 18.50 19.00
m/z 83.10 63.95%
266.0
O \‘\“\" “h }hj“??p\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #155960: 1-Nonadecene
41.0
— ——
97.0 18.50 19.00
5000 m/z 41.10 56.65%
ol L fss0 _asso
m/z--> 50 100 150 200 250 300 350 400
Abundance #109480: n-Pentadecanol o T
83.0 18.50 19.00
31.0 m/z 57.10  53.95%
182. 0
oL LilLl] 1801 WSSRPTAS
m/z--> 50 100 150 200 250 300 350 400 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47266.D

Acqg On : 20 Aug 2024 11:28

Operator : RC/JU

Sample : P3643-01 :
Misc : 932-K1-SD-0-0.5-081524

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.021 11.95 ng 1925776  Chrysene-d12 21.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 2743 (19.021 min): BM047266.D\data.ms (-2739) (- m/z 73.10 100.00%

73.1
5000 129.0
185.1 2412 = ‘
‘ ‘ 284.3 19.00
o2 b L8 43 10 9,324
mi/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 —— |
129.0 19.00
m/z 60.05 79.53%
29. 185.0 541 284.0
0’ H}‘““\“‘l \‘ T b \‘ \“\ “ by \L’ T \“\ L
mi/z--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid

73.0
T T [
19.00

5000 129.0 m/z 57.10 73.00%

29.0
‘ 199.0 242.0
0 ; ‘L‘ H‘ ““h‘\“ M\‘u} “““ “ ;“ ‘i — “\’ T
0

N

m/z--> 5 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid ——
73.0 19.00

m/z 55.10 67.38%
5000
129.0
29. 185.0 228.0

0 . ““ {ML‘H} “ i \‘m‘\ “\‘ \‘ ; “\‘ AN B e ‘ .

m/z--> 50 100 150 200 250 300 350 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47266.D

Acqg On : 20 Aug 2024 11:28

Operator : RC/JU

Sample : P3643-01 :
Misc 932-K1-SD-0-0.5-081524

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 Dichloroacetic acid, heptad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.762 17.15 ng 2763760  Chrysene-d12 21.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 Cyclohexadecane 224 C16H32 000295-65-8 93

Abundance Scan 3039 (20.762 min): BM047266.D\data.ms (-3035) (- | m/z 57.10 100.00%

57.1
5000 111

T
20.50 21.00

68.2
N ‘H‘ ] ﬂ“‘ \J0D.2 224.2 2803 3401 429. ./, 319 98.19%
miz--> 50 100 150 200 250 300 350 400
Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0
5000 = =S
11.0 20.50 21.00

m/z 43.10 92.63%

T \“‘\ N\H‘”\ ‘“\ . \h \“l\ ‘h‘ ]‘_\6\8 \O\ ‘ \\2\3\8 ‘0\ \2\9\5‘ \0\ T ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosanol
55.0

T
20.50 21.00

o

5000 111.0 m/z 55.10 91.12%
Dl o
mlz--> 50 lOO 150 200 250 300 350 400
Abundance #299848: 1-Heptacosanol T T
57.0 20.50 21.00

m/z 69.10 89.01%

111.0
5000
{ ] d‘h 1167.0 222.0 278.0323.0 378.0

OH‘M‘_H_H‘HH‘H“‘m_m‘uwuu T —
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47266.D

Acqg On : 20 Aug 2024 11:28

Operator : RC/JU

Sample : P3643-01 :
Misc : 932-K1-SD-0-0.5-081524

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 1-Heneicosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.780 18.90 ng 3044810 Chrysene-d12 21.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 Pentacos-1-ene 350 C25H50 016980-85-1 94

Abundance Scan 3212 (21.780 min): BM047266.D\data.ms (-3206) (- | m/z 83.10 100.00%

83.1
5000
— —
139.2 106.1 811 21.50 22.00
ol UL ELE, 2961 2811 3551 4162 475. 4/, 97.10  91.84%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #215083: 1-Heneicosano
55.0
5000 111.0 T T
21.50 22.00
” m/z 57.10 90.79%
O T \l‘\“f‘l“\ \‘\ \“\’ L‘l\“l\‘lj‘jﬁz-\o\ ‘ T \2‘6\6\.\0\ ’ TTTT ‘ TTTT ‘ TTTT ‘ TT 11
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #264236: n-Tetracosanol-1
57.0
— —
21.50 22.00
5000 110 m/z 55.10  89.14%

l“ \‘\ i {

‘\ |167.0222.0  308.0

iy
8

-

Oyt b B b S S e e
mlz--> 0 50 100 150 200 250 300 350 400 450
Abundance #179253: n-Nonadecanol-1 ‘ ‘ T
83.0 21.50 22.00
m/z 69.10 87.75%
5000
29 139.0
LR 2o
of b - —
m/z--> 0 50 100 150 200 250 300 350 400 450 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47266.D

Acqg On : 20 Aug 2024 11:28

Operator : RC/JU

Sample : P3643-01 :
Misc 932-K1-SD-0-0.5-081524

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 Heptacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
22.991 2.49 ng 392082  Perylene-d12 23.721
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 94
2 Nonadecane 268 C19H40 000629-92-5 94
3 Octacosane, 1-iodo- 520 C28H57I 1000406-32-2 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 3418 (22.991 min): BM047266.D\data.ms (-3415) (- | m/z 57.10 100.00%
57.1
——
‘ || 1272 1930 281134114030 475.1 549 2390
bbb g 305 SOR RN 4030 AT L S myz 71.18 74.46%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane
57.0
5000 T
23.00
m/z 43.10 56.78%
ol ||| 2270 1970 2670 380.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane
57.0
——
23.00
5000 m/z 85.10 53.29%
11270 970 20
O e s e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #340844: Octacosane, 1-iodo- ——
57.0 23.00
m/z 55.10  23.39%
- \/\—‘_/J\/\/\M/
127.0
o[ pre o w0 .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47266.D

Acqg On : 20 Aug 2024 11:28

Operator : RC/JU

Sample : P3643-01 :
Misc 932-K1-SD-0-0.5-081524

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 Cyclotetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.056 6.03 ng 949132  Perylene-di2 23.721
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 99
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 Nonacos-1-ene 406 C29H58 018835-35-3 93
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 93
Abundance Scan 3429 (23.056 min): BM047266.D\data.ms (-3425) (- | m/z 83.10 100.00%
83.1
N
“ 169.1 193.0 267.0 357.1 23.00
of AL L L S92, 2070 3971 4191 476 u/; 57.10  95.37%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #244233: Cyclotetracosane
83
5000 336.0 1 \
23.00
29 m/z 97.10 88.14%
: 139.0
] “ || 1950 2790 |
O \'\ ‘\ T T T ‘1‘\“‘\‘1‘ “h\ﬂ\ i“\‘“’ Aty i' Tt \"‘\ i DL S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #232316: Behenic alcohol
83.0
N
23.00
5000 m/z 69.10 82.47%
29. 139.0
ol Ly, 2080 2800
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #306022: Nonacos-1-ene 7 ‘
57.0 23.00
m/z 43.10 80.54%
UL o
oL e —
m/z--> 0 50 100 150 200 250 300 350 400 450 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM082024\
Data File : BM@47266.D

Acqg On : 20 Aug 2024 11:28

Operator : RC/JU

Sample : P3643-01 :
Misc : 932-K1-SD-0-0.5-081524

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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|
unknown3.263 3.263 2.8 ng 136473 1 7.357 984735 20.0
2-Pentanone, 4-... 4.569 5.0 ng 244927 1 7.357 984735 20.0
Eucalyptol 7.663 7.2 ng 353516 1 7.357 984735 20.0
1-Phenoxypropan... 10.874 4.5 ng 302613 2 10.116 1352020 20.0
unknown16.992 16.992 3.1 ng 383059 4 16.786 2485850 20.0
(3s,3aS,6R,7R,9... 17.551 4.2 ng 524250 4 16.786 2485850 20.0
unknownl7.686 17.686 2.9 ng 363337 4 16.786 2485850 20.0
n-Hexadecanoic ... 17.721 27.9 ng 3469760 4 16.786 2485850 20.0
9-Nonadecene 18.898 2.5 ng 317410 4 16.786 2485850 20.0
Octadecanoic acid 19.021 11.9 ng 1925770 5 21.027 3222270 20.0
Dichloroacetic ... 20.762 17.1 ng 2763760 5 21.027 3222270 20.0
1-Heneicosanol 21.780 18.9 ng 3044810 5 21.027 3222270 20.0
Heptacosane 22.991 2.5 ng 392082 6 23.721 3149160 20.0
Cyclotetracosane 23.056 6.0 ng 949132 6 23.721 3149160 20.0
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