LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081024\
Data File : BF138922.D

Acqg On : 10 Aug 2024 21:25

Operator : RC/JU

Sample : P3467-01

Misc : 919-J-WS-080224

ALS Vvial : 23  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-BF073024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138922.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.128 3 6 13 rVB 1780875 2686022 100.00% 23.872%
2 3.387 214 220 250 rBV 16722 52810 1.97% 0.469%
3 5.063 500 505 520 rVB 43381 64117 2.39% 0©.570%
4 5.475 570 575 598 rVB 539669 728560 27.12% 6.475%
5 6.487 742 747 766 rBV 338062 489280 18.22%  4.349%
6 6.675 772 779 791 rBV 24248 39482 1.47% 0.351%
7 6.840 802 807 814 rBV 200084 244548 9.10% 2.173%
8 7.404 897 903 914 rBV 699769 941747 35.06%  8.370%
9 8.122 1019 1025 1041 rVB 242722 318194 11.85% 2.828%
10 8.434 1073 1078 1091 rBV 86250 118828 4.42%  1.056%
11 9.192 1201 1207 1212 rBV 1285790 1597697 59.48% 14.200%
12 9.869 1317 1322 1332 rBV 272251 343239 12.78% 3.051%
13 9.963 1332 1338 1344 rBvV 103682 154239 5.74% 1.371%
14 10.663 1452 1457 1471 rBV 680225 886852 33.02% 7.882%
15 11.304 1562 1566 1570 rBV 31429 35621 1.33% 0.317%
16 11.357 1570 1575 1588 rVB 252655 323290 12.04% 2.873%
17 11.574 1606 1612 1620 rBV2 15479 28257 1.05% 0.251%
18 11.880 1659 1664 1679 rBV2 37610 68793 2.56% 0.611%
19 12.392 1746 1751 1757 rBV 28038 46159 1.72% 0.410%
20 12.751 1808 1812 1818 rVB 25906 30220 1.13% 0.269%
21 12.939 1838 1844 1849 rBV 878390 1109989 41.32% 9.865%
22 13.827 1990 1995 2005 rBV 38425 62328 2.32% 0.554%
23 13.998 2019 2024 2032 rVB 150318 194796 7.25% 1.731%
24 14.821 2159 2164 2167 rBV 41203 64126 2.39% ©.570%
25 14.868 2168 2172 2181 rVV5 37078 108981 4.06% 0.969%
26 14.980 2182 2191 2205 rVB3 49634 187725 6.99% 1.668%
27 15.462 2267 2273 2284 rVB 139578 216846 8.07%  1.927%

28 16.309 2410 2417 2427 rBV3 45438 108788 4.05% ©.967%

Sum of corrected areas: 11251534
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 10 Aug 2024 21:25
: RC/JU
: P3467-01

. 23

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081024\
BF138922.D

919-J-WS-080224

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081024\

Data File : BF138922.D

Acqg On : 10 Aug 2024 21:25

Operator : RC/JU

Sample : P3467-01

Misc 919-J-WS-080224

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.128 219.67 ng 2686020 1,4-Dichlorobenzene-d4 6.840
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 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance Scan 6 (2.128 min): BF138922.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.1
87.1
RN REmaNEEEESEESS
‘ Lg 1 ‘ 2.202.302.402.50
0“H‘w‘Hﬂﬂ»‘Mumju‘WLM‘W‘H‘HH‘H‘W‘H‘_‘H_‘H m/z 43.10 46.81%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T[T T T T[T T T[T T
43.0 2.202.302.402.50
' 87.0 m/z 55.10 32.31%
29.0
M‘ | ‘\‘ ‘ LQO ‘ |
O \‘H\\‘HH‘f\!\‘\f\‘f“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 o
2.202.302.402.50
5000 41.0 55.0 m/z 87.10 27.19%
27.0
bbb 1120 1290
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- RN AREmENsEEESEESE
73.0 2.202.302.402.50
m/z 41.10 15.75%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e E—
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081024\
Data File : BF138922.D

Acqg On : 10 Aug 2024 21:25

Operator : RC/JU

Sample : P3467-01

Misc : 919-J-WS-080224

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 (S)-(+)-1,2-Propanediol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.387 4.32 ng 52810 1,4-Dichlorobenzene-d4 6.840

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 64
2 Isopropyl Alcohol 60 C3H80 000067-63-0 9
3 Propylene Glycol 76 C3H802 000057-55-6 9
4 Formamide 45 CH3NO 000075-12-7 5
5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 4

Abundance Scan 220 (3.387 min): BF138922.D\data.ms (-214) (-) m/z 45.10 100.00%

45.1
5000
R Raame R
61.0 3.00 3.20 3.40 3.60 3.80
O e e e m/z 43.00 20.47%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1093: (S)-(+)-1,2-Propanediol
45.
5000 /\‘H\\‘\\\\‘\\H’\!\\/\qu

3.00 3.20 3.40 3.60 3.80
m/z 61.00 6.36%

31.0

0 19.0 77380 53.061.0 750
\‘\H\‘HH‘HH‘HH‘HH‘HH‘\H\‘HHHH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #342: 1sopropyl Alcohol
45.0
R
3.00 3.20 3.40 3.60 3.80
5000 ITI/Z 44.10 5.05%
27.0
19‘.0 “\ 381%‘\ 59.0
Ot e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1085: Propylene Glycol R R
45.0 3.00 3.20 3.40 3.60 3.80
m/z 42.10 3.78%
5000
31.0
O i 3800, 830500 we0 L
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081024\
Data File : BF138922.D

Acqg On : 10 Aug 2024 21:25

Operator : RC/JU

Sample : P3467-01

Misc 919-J-WS-080224

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.063 5.24 ng 64117 1,4-Dichlorobenzene-d4 6.840

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 38
4 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
5 3-Octanol 130 C8H180 000589-98-0 33
Abundance Scan 505 (5.063 min): BF138922.D\data.ms (-500) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 \\\‘\\\\‘\\\\‘\\\\‘\\\\
‘ 83.0 4.80 5.00 5.20 5.40
Ot el 820 m/z 59.10  58.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L L B IR
59.0 4.80 5.00 5.20 5.40
m/z 101.10 16.97%
O\\\’\\\\‘\\1‘:3“?‘-\-\0\\“‘}{\\‘\\}\‘\\\\‘\\\\8‘:\)"\.(\)\’\\\]-\0‘]\“\()\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R R RRRE
57.0 4.80 5.00 5.20 5.40
5000 m/z 58.10 14 .00%
20.0 101.0
o 20 Ll 730 850
g e pe e SR OEER
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl- N RRERaEESE T
59.0 4.80 5.00 5.20 5.40
m/z 41.00 9.65%
5000
210 101.0
b0 0 ewe 1, ]
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081024\

Data File : BF138922.D

Acqg On : 10 Aug 2024 21:25

Operator : RC/JU

Sample : P3467-01

Misc . 919-J-WS-080224

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 4 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
6.675 3.23 ng 39482 1,4-Dichlorobenzene-d4 6.840
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 50
3 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 45
4 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 38
5 2-Methoxyisopropyl cyanoacetate 157 C7H11NO3 032804-79-8 33
Abundance Scan 779 (6.675 min): BF138922.D\data.ms (-772) (-) m/z 45.10 100.00%
45.1
5000
72.1 R EEER e
“ | M 104.1 6.40 6.60 6.80 7.00 .
Ot e e e e e e e m/z 59.10 36.15%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 \u‘\/\\u,uu‘u%‘uu
6.40 6.60 6.80 7.00
2900 72.0 m/z 72.10 18.84%
0 H]‘-ﬁr\q‘\\\H“HH“\‘M\‘HH}‘\H\‘!‘\‘\\‘\%\9“9\%‘(\)‘ﬁ.\c‘)\\\\‘\\\\%\3\5\’\.‘0\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10526: Ethanol, 2-(2-methoxyethoxy)-
45.0
e
6.40 6.60 6.80 7.00
5000 m/z 43.10 18.71%
29.0
60.0 75.0 90.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10076: 2-Propanol, 1-(1-methylethoxy)- R RRAREEEEE R
45.0 6.40 6.60 6.80 7.00
m/z 73.10 11.72%
5000
27'T ‘ 73.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081024\
Data File : BF138922.D

Acqg On : 10 Aug 2024 21:25

Operator : RC/JU

Sample : P3467-01

Misc : 919-J-WS-080224

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 1-Phenoxypropan-2-ol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.434 7.47 ng 118828 Naphthalene-d8 8.122

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
4 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 53
5 Benzene, (2-methylpropoxy)- 156 C1eH140 001126-75-6 53
Abundance Scan 1078 (8.434 min): BF138922.D\data.ms (-1073) (-) m/z 94.10 100.00%
94.1
5000
77.1

451 \\\\‘\\\\‘\\\\‘\\\\‘\\\

‘ ‘ ‘ ‘ ‘ 119.0 1521 8.20 8.40 8.60 8.80
omwHH‘WHMJ‘“m‘,m“_m_m_m‘ m/z 77.10  29.27%

miz-> 20 40 60 80 100 120 140

Abundance #30123: 1-Phenoxypropan-2-o0

94.0
5000 R A RN RN
8.20 8.40 8.60 8.80
7.0 1520 Mz 78.18  17.61%
m/z--> 100 120 140
Abundance #30139. l—PropanoI, 3-phenoxy-
94.0
RAEEmEEEEE R
8.20 8.40 8.60 8.80
5000 m/z 45.10 17.28%
77.0 152.0
27.
m/z--> 20 100 120 140
Abundance #19881: Ethanol, 2-phenoxy- L RARAREE T
94.0 8.20 8.40 8.60 8.80
m/z 51.00 17.03%
5000
77.0 138.0
270 0
05— A, “‘i““““‘ ‘HH\ el \‘\ s e R AR
m/z--> 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081024\
Data File : BF138922.D

Acqg On : 10 Aug 2024 21:25

Operator : RC/JU

Sample : P3467-01

Misc : 919-J-WS-080224

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 unknown9.963 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.963 8.99 ng 154239  Acenaphthene-di10 9.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,7-Dimethyl-5-decyne-4,7-diol 198 C12H2202 000126-87-4 12
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 10
3 6,10,13-Trimethyltetradecanol 256 C17H360 1000131-71-0 10
4 Tetradecane, 1-bromo- 276 C14H29Br 000112-71-0 10
5 2-Propionyloxytetradecane 270 C17H3402 1000245-62-7 10

Abundance Scan 1338 (9.963 min): BF138922.D\data.ms (-1332) (-) m/z 43.05 100.00%

43.0
5000
101.1 1371
69.1 T
0 0 P O o
0 ‘H_m‘pmmu‘ww el || /2 57.100 50.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73603: 4,7-Dimethyl-5-decyne-4,7-diol
43.0
5000 L o
137.0 10.
m/z 59.10 37.59%
69.0 95.0
O ]\_\5\‘()\‘1‘\\“U\‘\“\“\“\“\ \H“\‘\‘\“\‘\\‘\\‘\H\‘\\\\6‘2\\0\\‘\\\\‘\\\\‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
1
10.00
5000 m/z 101.10 35.16%
‘ 101.0
Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #143668: 6,10,13-Trimethyltetradecanol -
57.0 10.00
97.0 m/z 97.10 34.65%
5000
126.0
0 ‘h il h“‘ \ H\ | 154.0 182 0 210.0 238.0
e e e e e e e e e e d
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081024\
Data File : BF138922.D

Acqg On : 10 Aug 2024 21:25

Operator : RC/JU

Sample : P3467-01

Misc 919-J-WS-080224

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 Isopropyl myristate Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.304 2.20 ng 35621 Phenanthrene-die 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl myristate 270 C17H3402 000110-27-0 90
2 Myristic acid isobutyl ester 284 C18H3602 025263-97-2 47
3 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 43
4 8-Methylnonanoic acid, isopropyl... 214 C13H2602 1000452-00-6 38
5 Nonanoic acid, 1-methylethyl ester 200 C12H2402 028267-32-5 37
Abundance Scan 1566 (11.304 min): BF138922.D\data.ms (-1562) (- m/z 43.05 100.00%
43.0
5000
102.1
228.2
1 31 1852 H 11.00 1150
oIl RN m/z 41.05 %
miz--> 50 100 150 200 250
Abundance #161158: Isopropyl myristate
43.0
102.0
5000
228.0 11.00 11.50
m/z 60.00 54.42%
| L
oL ‘\“ \“n‘\‘ M\\M\ \hH \‘M‘\‘ ‘\" i~ “‘ ¥ U/ - ‘2‘7‘0'9‘
m/z--> 50 100 150 200 250
Abundance #179120: Myristic acid isobutyl ester
57.0
L
11.00 11.50
5000 m/z 57.10 50.81%
211.0
27‘.0 ‘ 98.0 1290
oL SO WD T amo | 2sa028a
miz--> 50 100 150 200 250 A w\
Abundance #92123: n-Capric acid isopropyl ester e (
43.0 11.00 11.50
m/z 55.10  45.34%
5000
102.0
155.0
O\wH\ ‘HH“ — — —r
m/z--> 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081024\
Data File : BF138922.D

Acqg On : 10 Aug 2024 21:25

Operator : RC/JU

Sample : P3467-01

Misc : 919-J-WS-080224

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.880 4.26 ng 68793  Phenanthrene-die 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 1664 (11.880 min): BF138922.D\data.ms (-1659) (- m/z 43.05 100.00%
3.0
73.0
5000
129.1
— ——
‘ ‘ H‘ 157.1 185-121‘3'2 256.2 | 11.50 12.00
P — ‘”W‘HMH“HH‘_“wwwwmww‘_ m/z 60.00 82.91%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 A ——-
11.50 12.00
157.01g5 92130  256.0 m/z 73.00 80.27%
0,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
B e e A
11.50 12.00
5000 129.0 m/z 55.05 74 .26%
199.0
s e L
EETTIN 1 O O P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92070: Tridecanoic acid “ T
73.0 11.50 12.00
m/z 41.10 73.16%
43.0
5000
129.0
1710 2140
101.0 ‘
oitsol L1 ICR — s
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081024\
Data File : BF138922.D

Acqg On : 10 Aug 2024 21:25

Operator : RC/JU

Sample : P3467-01

Misc : 919-J-WS-080224

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 11-Tricosene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.392 2.86 ng 46159  Phenanthrene-d10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Tricosene 322 C23H46 052078-56-5 90
2 1-Heptadecene 238 C17H34 006765-39-5 87
3 5-Octadecene, (E)- 252 C18H36 007206-21-5 87
4 Cetene 224 C16H32 000629-73-2 86
5 n-Tetracosanol-1 354 C24H500 000506-51-4 83
Abundance Scan 1751 (12.392 min): BF138922.D\data.ms (-1746) (- m/z 55.05 100.00%
55.0
— ——
12.00 12.50
ok ‘M‘“ J‘H‘ il | m/z 43.85  90.77%
miz-> 50 100 150 200 250 300
Abundance #227235: 11-Tricosene
43.0
5000 830 — e
12.00 12.50
m/z 57.05 73.75%
. L P20 1680 2100 2660 322
T T 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--> 50 100 150 200 250 300
Abundance #121337: 1-Heptadecene
43.0
— ——
83.0 12.00 12.50
5000 m/z 41.05 69.59%
25.0
oLl aem0 o
miz--> 50 100 150 200 250 300
Abundance #138523: 5-Octadecene, (E)- — —
55.0 12.00 12.50
m/z 83.05 68.18%
5000 97.0
0 m“ | ‘w\h‘w 190 a0 220 el | flo
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081024\
Data File : BF138922.D

Acqg On : 10 Aug 2024 21:25

Operator : RC/JU

Sample : P3467-01

Misc 919-J-WS-080224

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
Quant Title : 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 10 Hexadecanoic acid, butyl ester Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.751 3.10 ng 30220  Chrysene-di12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 87
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 64
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 27
4 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 27
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 27

Abundance Scan 1812 (12.751 min): BF138922.D\data.ms (-1808) (- m/z 56.05 100.00%
56.0
5000 N J\
257.1
129.1 s AR
‘ \ﬁo ‘ 171.1 2131 ‘ ‘ 12.50 13.00
ol Ml P L L m/z 57.85 58.84%

miz--> 50 100 150 200 250 300
Abundance #214941: Hexadecanoic acid, butyl ester
56.0

5000

T
12.50 13.00
m/z 43.05 52.62%

‘ 129.0 257.0

ol “‘h “M“ P20 | 18502100 “L‘ ——

miz--> 50 100 150 200 250 300

Abundance #214982: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0

T
12.50 13.00

5000 m/z 41.10 49,90%
129.0
S T ™Y
Ot “‘\“1‘\“‘\“““M““‘w‘; L s ‘1 R e
m/z--> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid T ——
43.0 256.0 12.50 13.00

m/z 55.10 37.68%

5000
129.0
83.0 213.0
‘ 171.0 ‘
‘\hh“\ M L L ‘

OH“\ “‘u\

T T
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081024\

Data File : BF138922.D

Acqg On : 10 Aug 2024 21:25

Operator : RC/JU

Sample : P3467-01

Misc 919-J-WS-080224
ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 Trifluoroacetoxy hexadecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.827 6.40 ng 62328 Chrysene-di12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 87
2 2- Chloropropionic acid, hexadec... 332 C19H37C1l02 086711-81-1 87
3 Dichloroacetic acid, tetradecyl ... 324 C16H30C1202 083005-02-1 87
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 87
5 1-Docosene 308 C22H44 001599-67-3 83

Abundance Scan 1995 (13.827 min): BF138922.D\data.ms (-1990) (- m/z 57.05 100.00%
57.0
w il Jih
— ——
| ‘H‘ H 1392 1908 2392 2810 13.50 14.00
ob R T e e T m/z 55.85 81.75%
miz--> 50 100 150 200 250 300
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
97.0
5000 — e
13.50 14.00
m/z 43.05 80.92%
39.0
01\5\0“\ ‘ ‘H\ “\‘ M‘ rliy ‘W ‘“\ T \1??(\) i ‘2\6?9\ ‘3\2\0\0\
miz--> 50 100 150 200 250 300
Abundance  #239256: 2- Chloropropionic acid, hexadecyl ester
43.0
83.0 — e
13.50 14.00
5000 ITI/Z 41.10 59.60%
25.0
196.0
NIERIITR # L %00 2690 3a
miz--> 50 100 150 200 250 300
Abundance #228811: Dichloroacetic acid, tetradecyl ester P ——
43.0 13.50 14.00
83.0 m/z 83.10 54.69%
5000
L 0 em
oLt “p“w““w‘ u‘”“ oy S M/WW —=
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081024\
Data File : BF138922.D

Acqg On : 10 Aug 2024 21:25

Operator : RC/JU

Sample : P3467-01

Misc 919-J-WS-080224

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 Squalene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.821 5.91 ng 64126 Perylene-di12 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 86
2 Supraene 410 C30H50 007683-64-9 80
3 2,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42 075581-03-2 80
4 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
5 Hexadeca-2,6,10,14-tetraen-1-0l1,... 290 C20H340 007614-21-3 72

Abundance Scan 2164 (14.821 min): BF138922.D\data.ms (-2159) (- m/z 69.10 100.00%

69.1
5000

‘ 137. 11810 ‘ 14 50 15 00
““‘”!‘H‘“M \\MMM\‘ \ML o H“H‘HH‘HH‘HH“":‘[?“‘ m/z 81.10 52.42%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #308260: Squalene
69.0

5000
14. 50 15 00
m/z 41.05 33.88%

137.0
0 17 O il \‘\ ‘ ! h” H H u‘“ b b ugnl \o 273 O 341 o 410 0
\\\\’\\\’\\\1]\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0

14 50 15 00
5000 m/z 95.05 16.64%

137.0
Oh bkl 1910 2730 3410 4100
S L
miz—> 0 50 100 150 200 250 300 350 400

Abundance #251574: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosa
69.0 14 50 15 00

m/z 68.10  15.30%

5000
121.0
ob i byl ], 2050 2730 3420 Aoy

m/z--> 0 50 100 150 200 250 300 350 400 14. 50 15. 00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081024\
Data File : BF138922.D

Acqg On : 10 Aug 2024 21:25

Operator : RC/JU

Sample : P3467-01

Misc : 919-J-WS-080224

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
Quant Title : 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 13 Syringaresinol (isomer 1) Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.868 10.05 ng 108981  Perylene-di2 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Syringaresinol (isomer 1) 418 C22H2608 1000495-97-0 98
2 Syringaresinol 418 C22H2608 000487-35-4 93
3 Syringaresinol (isomer 2) 418 C22H2608 1000495-97-1 90
41,2,3,3a,4,5,6,10b-0ctahydrofluo... 210 C16H18 1010080-20-5 58
5 1,10-phenanthrolin-2(1H)-one, 1-... 210 C13H10N20 1000400-61-6 43

Abundance Scan 2172 (14.868 min): BF138922.D\data.ms (-2168) (- m/z 181.00 100.00%
181.0
5000
418.2
550 106.0 251.0 — ——
‘ 14.50 15.00
0 Lol wjz 167.10 67.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #312244: Syringaresinol (isomer 1)
181.0
5000 418.( | | A
14.50 15.00
550 1230 - m/z 182.10  45.17%
5.
oL b ‘h‘\"‘\ﬂ‘ WM WLU\“‘ \‘\M\“‘“‘L‘M\! \‘h\‘h‘ ‘\ - ‘??“9‘0‘ ‘3‘69‘0‘ - l‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #312242: Syringaresinol
181.0
418.( | T T ‘ T
14.50 15.00
5000 ITI/Z 418.20 32.96%
55.0 123.0 2350
ol 319.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #312245: Syringaresinol (isomer 2) — ‘ ‘“
181.0 14.50 15.00
m/z 210.00 31.67%
5000 418.(
550 123.0 y350
0 R0 moomese |||
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081024\

Data File : BF138922.D

Acqg On : 10 Aug 2024 21:25
Operator : RC/JU

Sample : P3467-01

Misc

ALS vial : 23  Sample Multiplier: 1

919-J-WS-080224

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 14 Syringaresinol

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.980 17.31 ng 187725  Perylene-di2 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Syringaresinol (isomer 1) 418 C22H2608 1000495-97-0 94
2 Syringaresinol 418 C22H2608 000487-35-4 93
3 Syringaresinol (isomer 2) 418 C22H2608 1000495-97-1 55

4 2,6-Pyridinedimethanol, 4-(dimet... 182
5 phosphorane, (3,5-dimethylphenyl... 182

C9H14N202
C10eH150P

001882-25-3 38
1000404-87-3 38

Abundance Scan 2191 (14.980 min): BF138922.D\data.ms (-2182) (- m/z 181.05 100.00%
181.1
5000
418.2
55.0 123.0 { 235.0 idod
0 u”wm‘! bl 2810 1wz 167.18  87.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #312244: Syringaresinol (isomer 1)
181.0
5000 418.( p—p — 40
15.00
550 1230 - m/z 182.05  48.36%
5.
oL b ‘h‘\"‘\ﬂ‘ WM WLU\“‘ \‘\M\“‘“‘L‘M\! \‘h\‘h‘ ‘\ —— ??“9‘0‘ ‘3‘69‘0‘ - l ;
m/z--> 50 100 150 200 250 300 350 400
Abundance #312242: Syringaresinol
181.0
418.( L
15.00
5000 m/z 161.05 37.42%
55.0 123.0 235.0
ol 319.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #312245: Syringaresinol (isomer 2) ! — AL
181.0 15.00
m/z 418.20  31.35%
5000 418.(
550 123.0
235.0
0 L0 mooamao | L
m/z--> 50 100 150 200 250 300 350 400 15.00

8270-BF073024.M Tue Aug 13 05:23:21 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081024\
Data File : BF138922.D

Acqg On : 10 Aug 2024 21:25

Operator : RC/JU

Sample : P3467-01

Misc 919-J-WS-080224

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 15 unknownl6.310 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.310 10.03 ng 108788  Perylene-di2 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cholest-5-en-3-0l (3.beta.)-, pr... 442 C30H5002 000633-31-8 38
2 Allopregnane-3.beta.,7.alpha.-di... 334 C21H3403 000566-20-1 35
3 3-n-Heptyl-7-methyl-9-(2,6,6-tri... 368 C26H400 1000216-09-3 35
4 Boscartol F 300 C20H2802 1486443-17-7 25
5 Methyl 12-acetyl-7-desoxycholate 448 C27H4405 055547-48-3 25

Abundance Scan 2417 (16.309 min): BF138922.D\data.ms (-2410) (- m/z 43.10 100.00%

431
105.1
145.1
5000 2132 754

386.:
“ L ‘ “ ‘ 16. 00 16 50

m/z 55.00 72.92%

ol o1 \‘

m/z--> 50 100 150 200 250 300 350
Abundance #323180: Cholest-5-en-3-ol (3.beta.)-, propanoate
57.0

368.0

5000 105.0 147.0

— —
16.00 16.50
m/z 105.05 61.17%

oLl

‘ \ \ ‘ \
miz--> 50 100 150 200 250 300 350
Abundance  #242066: Allopregnane-3.beta.,7.alpha.-diol-20-one
43.0
CAMAC Amina,
16.00 16.50
5000 m z 57.10 60.13%

178.0 316.0
ol Ll LT11380 1780 pmoario B00 M
m/z--> 50 100 150 200 250 300 350

Abundance #277647: 3-n-Heptyl-7-methyl-9-(2,6,6-trimethylcyclohex-
43.0 109.0 16. 00 16 50

m/z 79.00 60.13%

5000
179.0 368.0

0L~ i M\H\ \ TN %4? \O I 294 0 | N\\f\ﬂﬂf\/m f\ﬂ m mﬂ“

m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081024\
Data File : BF138922.D

Acqg On : 10 Aug 2024 21:25

Operator : RC/JU

Sample : P3467-01

Misc : 919-J-WS-080224

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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... 2.128 219.7 ng 2686020 1 6.840 244548 20.0
(S)-(+)-1,2-Pro... 3.387 4.3 ng 52810 1 6.840 244548 20.0
2-Pentanone, 4-... 5.063 5.2 ng 64117 1 6.840 244548 20.0
Ethanol, 2-(2-e... 6.675 3.2 ng 39482 1 6.840 244548 20.0
1-Phenoxypropan... 8.434 7.5 ng 118828 2 8.122 318194 20.0
unknown9.963 9.963 9.0 ng 154239 3 9.869 343239 20.0
Isopropyl myris... 11.304 2.2 ng 35621 4 11.357 323290 20.0
n-Hexadecanoic ... 11.880 4.3 ng 68793 4 11.357 323290 20.0
11-Tricosene 12.392 2.9 ng 46159 4 11.357 323290 20.0
Hexadecanoic ac... 12.751 3.1 ng 30220 5 13.998 194796 20.0
Trifluoroacetox... 13.827 6.4 ng 62328 5 13.998 194796 20.0
Squalene 14.821 5.9 ng 64126 6 15.463 216846 20.0
Syringaresinol ... 14.868 10.1 ng 108981 6 15.463 216846 20.0
Syringaresinol 14.980 17.3 ng 187725 6 15.463 216846 20.0
unknown16.310 16.310 10.0 ng 108788 6 15.463 216846 20.0
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