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Agilent MassHunter Quantitative Analysis - Library Search Results

File Edit View

B3 Set Best Hit

Compound MName Match Factor + CASH Library Retention  Retention Time Component RT: 27.148%

%105 0630 830
d a LEL 0 5 - a70

THexadzcene, (2} 93.02 34303816 27.0000 0.1489

Catene 5298 | 629732 267000 04485 ¢ .0

7 Hexadecene. (@) 52.83 | 35507-03.6 27.0000 pues|| 2 =0 ‘ ‘ e —

Tetradecyl trfluoroacetate 91.73 | 6222022 26.8833 02656 0 Lm '|-12.DJ' 1-|m 16';DI. 1:;}5'0 P
E-11.13- Tetradecadien-1-l 91.37 | 1000131003 275667 04178

Acetic acid, chloro-, decyl ester 88.07 | 6374055 267833 0.3656

Carbonic acid, dodecyl methy... 27.48 1000214623 27,6000 .51 | 1077 0650 97-0111D

Laur alcchl 86.67 [112-528 265311 oems|| *° 230 M ey
Heptafluorabutyric acid, pert... 86.37 | 959261235 272333 nosa || O] 2'_;3“ o '|‘ } i '|" "h' ko " o 160
Dichloroactic acid, nomyl sster 8569 | 83004-95-3 271167 a0z || 03 1110

Pertadzcans 69.05 | 629-52-9 27560 panzf| Tt— —S80 630 B30 370 ! ! ! ! !

20 40 60 8 100 120 140 160 180 200

delta-Decalactone 4351 | 705-86-2 273632 02143

1-Decanol 4437 | 1123041 18.2431 -8.9058 | [1-Tetradecanal

Lauryl acetate 40.86 | 112663 220111 48622 || 1031

3.7-Dimethyl-1-octanl 4067 | 106-21-8 15.0914 120575 g'g:

Decyl acetate 1763 112174 24,0241 31248( o,

Nonanol 37.41 (143088 14,0683 -13.0806 | g2

|soamyl octanoate 3454 | 2035956 26.9947 0.1542 04 T
Noryl acetate 3155 143135 19.9109 72380
. |
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eugenol
4-allyl-1-hydroxy-2-methoxybenzene

stearyl alcohol
1-hydroxyoctadecane

Cosmetic Information:
CosIng: cosmetic data

denaturants
Cosmetic Uses: perfuming agents
tonhic

Cosmetic Information:
Coslng: cosmetic data

emollients

emulsifying agents

emulsion stabilisers

foam boosting agents
Cosmetic Uses: masking agents

opacifying agents

refatting agents

surfactants

viscosity controlling agents
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Components - L X
Compound Name cAs# ;::tg: Library File g‘lj"‘p””e”t Delta R Library RI g‘;mp””e”t ~ DeltaRT Library RT
Linalol 78706 3.9 flavor_RI_NoR... 1101 ) 1101 11.8274 _0.0082 11.8136
Isopulegol 50005532 4.4 flavor_RI_NoR... 1146 2 1144 136518 0.0676 135842
I-Menthone 14073973 98.5|NIST17L 1154 5 1148 13.9649 0.8203 13.1355
Menthone 14073973 5.8 flavor_RI_NoR... 1165 A 1164 14.4000 0.0445 143553
L-Menthol 2616515 1.7/ flavor_RI_NoR... 1186 a2 173 15.2483 05016 147457
lopentane, 1-butyl-2-propyl- | 62199-50-2 a4.8|NISTI7L 1192 27 1219 15,5049 0.5188 16.0237
Methvlsalicylate 119368 98.0/flavor_RI_NoR... 1197 3 1194 15.6796 01025 155771
4-Undecene, 5-methyl-, (Z)- 74630-69-6 92.7|NIST17L 1204 s 1199 15.9913 07845 152068
lopentane, 1-butyl-2-propyl- | 62199-50-2 91.4|NISTI7L 1213 5 1219 16.3576 0333 16.0237
lopentane, 1-hexd-3-methyl- | 61142-68-5 92.9|NISTI7L 1226 7 1219 16.8742 0.8505 16.0237
Spiro[5 Slundecane 180438 80.3|NIST17L 1240 5 1234 17.4660 08190 16.6470
1-Decanol 112301 6.4/ flavor_RI_NoR... 1272 ) 1272 18.8128 0.0031 18.8097
trans-Anethole 4180238 9.1 flavor_RI_NoR... 1288 2 1285 19.4354 -0.0962 193392
(O-Neomenthylacetate 1000152-81-2 93.2|NISTI7L 1204 10 1304 19,7039 01485 195553 [

5. FEHMMDITER, —LANBIRBEEELRE, HthADBET NIST17 £F. ERMERT, RAMEHAEEFHRBELCOITERENE. 5%, &
BB CAS SHBHEE, BJ%3) NIST NIILEREVEHES, URMESYSBIRMBHERE, %2 Good Scents ABEIMIILURENE XREE SRS E. #
& UMz HiERENER

Components - 1%
Compound Name ~ CASH :":;;hr Library File g‘rmm”e”t Delta Rl Library RI gﬁmm”em Delta RT Library RT 5
Lauryl alcohol 112-53-8 98.7 |flavor_RI_NoR... 1477 3 1474 27.1406 -0.1049 27.0357
Lauryl alcohol 112538 94.9 |flavor_RI_NoR.. 1575 Bl 1474 31.0604 -4.0247 27.0357
Launl aleohol 112:53-8 917 |flavor_RI_NoR.. 1429 45 1474 252327 1.8030 27.0357
Launyl alcohol 112538 247 |flavor_RI_NoR.. 1752 278 1474 37.3101 10.2744 27.0357
Lauryl alcohol 112-53-8 90.0 |flavor_RI_NoR... 1533 59 1474 29.3837 -2.3480 27.0357
Lauryl alcohol 112538 92.3 |flavor_RI_NoR.. 1488 -4 1474 275848 -0.5491 27.0357
Launl aleohol 112:53-8 95.4 | flavor_RI_NoR.. 1636 212 1474 35.0377 -8.0020 27.0357
Launyl aleohol 112538 95.4 | flavor_RI_NoR.. 1383 92 1474 23.3611 3.6746 27.0357
Lauryl alcohol 112-53-8 90.6 |flavor_RI_NoR... 1638 -164 1474 33.3644 -6.3287 27.0357
Launyl alcohol 112538 86.4 |flavor_RI_NoR.. 1528 53 1474 29.1545 21188 270357
< d
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1.

Tabacchi, R.; Garnero, J. Capillary
Gas Chromatography in Essential Oil
Analysis; Sandra, P, Bicchi, C., Eds.;
Huthig: Heidelberg, 1987, 1-11

Jennings, W.; Shibamoto, T.
Qualitative Analysis of Flavor and
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Gas Chromatography; Academic
Press: New York, 1980
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Analysis; Sandra, P, Bicchi, C., Eds.;
Huthig: Heidelberg, 1987; 259-274
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Spectroscopy; Allured Publishing
Corporation: IL, USA, 1995

Ping, X.; Menge, C.-K_; Zslewski, M.
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2005
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FELUTESEFFTH QuantAnalysis.
exe.config X1 5
ProgramFiles\Agilent\MassHunter\
Workstation\Quant\bin\, F¥5Eiz
REBAFTERN URL. BRINBRT,
AXHANREH, ALEREERE
}EHJHSIjJ RE

IS, FEILITT

<add key="Column.CASNumber.

Action” value="URL:http.//webbook.

REXH

B 5h MassHunter RRYID R4,
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New
Analysis
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Save
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View

X

Delete
Sample
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Add
Samples
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nist.gov/cgi/cbook.cqi?ID={0}"/>
3. AIITF—1T, £ MassHunter 9
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key="Column.CompoundName.
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Fragrance Demo Formulas Flavor Demo Formulas
1-methyl-4-propan-2-ylidenecyclohexene (Click)

Physical Properties:

CAS Mumber:

ECHA EINECS - REACH Pre-Req:
FDA UMNII:

Nilkkaji Web:

Beilstein Numbear:

MDL:

CoE Mumber:

HlogP3-AA:

Molecular Weight:

Formula:

NMR Predictor:

586-62-9 E;B

2059-578-0

NSB30XEKSL

19.438E

1851203

MFCDO0045191

2115

2.80 (est)

136.23752000

C10 Hi&

Predict (works with chrome or firefox)

Category: flaver and fragrance agents

FDA Regulation:

FDA PART 172 -- FOOD ADDITIVES PERMITTED FOR DIRECT ADDITION TO FOOD FOR HUMAN CONSUMPTION

Subpart F-Flawvaoring Agents and Related Substances

Sec. 172.515 Synthetic flavering substances and adjuvants.

Appearance: colorless clear liquid {=st]

Assay: 95.00 to 100,00 %

Food Chemicals Codex Listed:
Specific Gravity:

Pounds per Gallon - (est).:
Refractive Index:

Boiling Point:

Vapor Pressure:

MNa

0.88000 to 0.89000 @ 25.00 °C,

7322 to 7406

1.46000 to 1.46400 @ 20.00 °C.
183.00 to 185.00 “C. @ 750.00 mm Hg
1.125000 mm/Hg & 25.00 °C, {est)

Vapor Density: 4.7 (Ar=1)
Flash Point: 148,00 9F, TCC { 64.44 9C. )
logP (ofw): 4.470
Shelf Life: 24.00 month{s] or longer if stored properly.
Storage: store in coal, dry place in tightly sealed containers, protected from heat and lig
Soluble in:
alcohol
water, 9.5 mg/L @ 22C (exp)
Stability:
aleoholic fine fragrance, fair
antiperspirant, good
deo stick
fabric softener, good
hard surface cdeaner
liquid detergent, good
perborate powder detergent, poor
shampoo
soap, good
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