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Methoxyacetic acid, octadecyl ester
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Lauryl alcohol

Pentadecane

1-Decanol, 2-hexyl-
1-Hexadecanol
n-Hexadecane

Dodecyl heptyl ether

Isobutyl hexadecyl ether
10-Heneicosene (c,t)

Oxalic acid, allyl tridecyl ester

63. Dodecyl nonyl ether
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35

50

3,5-Methanocyclopentapyrazole, 3,3a,4,5,6,6a-hexahydro-3a,4,4-trimethyl-29. 1-Heneicosyl formate
Phosphonic acid, (p-hydroxyphenyl)- 30. 1-Hexacosene
Eucalyptol 31. Carbonic acid, eicosyl prop-1-en-2-yl ester
gamma-Terpinene 32. n-Eicosane
Linalol 33. Disulfide, di-tert-dodecyl
Menthone 34. 3,5,5-Trimethylhexyl ethylphosphonofluoridate
Cyclopentene, 1-isopropyl-4,5-dimethyl- 35. Docosyl octyl ether
0. 1-Decene 36. 2-Ethylthiolane, S,S-dioxide
1. 1-Decanol 37. —[2,3—dihydro—4—hydroxy—2—(2—hydroxyisopropyl)benzofuran—?—yl]chromone64
2. Anethole 38. n-Tetracosane
3. Eugenol 39. Butyl triacontyl ether
4. 7-Tetradecene, (2)- 40. Borane, diethyl(decyloxy)-
5. 1-Undecanol, acetate 41. Aminomethanesulfonic acid
6. Hydrogen isocyanate 42. Ethyl-2methylbutyrate
7. Tetradecane, 1-chloro- 43. Benzaldehyde
8. Lauryl alcohol 44. 3,7-Dimethyl-T1-octanol
9. Pentadecane 45. Octane, 4-chloro-
0. n-Pentadecanol 46. 1-Decanol
1. 1-Nonadecene 47. Cyclopropane, octyl-
2. Lauryl acetate 48. 1-Dodecene
3. 1-Octadecanol 49. gamma-Nonalactone
4. Sulfurous acid, butyl undecyl ester 50. 1-Tetradecene
5. 1-Docosene 51. Decyl acetate
6. Carbonic acid, hexadecyl prop-1-en-2-yl ester 52. TH-Benzimidazole-2-carboxaldehyde
7. n-Octadecane 53. 2'4'-Dihydroxypropiophenone
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1. Nitrous oxide 29. Heneicosane 57. Vanillin, isopropyl ether
2. Benzoylisothiocyanate 30. 1-Phenyl-2-(4-methylphenyl)-diazene 1-oxide 58. Cinnamil acetate
3. 2,3-Heptadien-5-yne, 2,4-dimethyl- 31. Benzyl benzoate 59. 1-Tetradecanol
4. Cyclohexane, 1-butenylidene- 32. n-Octadecane 60. Ethanol, 2-(dodecyloxy)-
5. p-Cresol 33. 2-Methylbenoic acid, 2-formyl-4,6-dichlorophenyl ester  61. n-Pentadecanol
6. Methyl-1-silabenzocyclobutene 34. Pentacosane 62. 1-Hexadecanol
7. Methyl-1-silabenzocyclobutene 35. n-Eicosane 63. Pentadecanoic acid
8. Citronellal 36. Sulfurous acid, octadecyl pentyl ester 64. Octadecane, 1-isocyanato-
9. Menthone 37. Sulfurous acid, 2-ethylhexyl hexadecyl ester 65. Hexadecane, 1,16-dichloro-
10. L-Menthol 38. Borane, diethyl(decyloxy)- 66. 10-Heneicosene (c,t)
11. L-Menthol 39. Hentriacontane 67. Carbonic acid, pentadecyl prop-1-en-2-yl ester
12. alpha-Terpineol 40. Dotriacontane 68. Dodecyl nonyl ether
13. Cyclopentane, 1-methyl-1-(2-methyl-2-propenyl)- 41. Tetracosane, 11-decyl- 69. Dodecyl nonyl ether
14. d-Piperitone 42. Pentatriacontane 70. 1-Eicosanol
15. Benzofuran, 2-methyl- 43. Arsenous acid, tris(trimethylsilyl) ester 71. Ethanol, 2-(octadecyloxy)-
16. Menthyl acetate; d,L-methyl-2-(methylethyl)cyclohexyl acetate ~44. Cyanogen bromide 72. Methoxyacetic acid, octadecyl ester
17. 2,4-Octadiene, 7,7-dimethyl- 45. 1,2-Propadiene-1,3-dione 73. Octadecane, 1-isocyanato-
18. Tridecane 46. 2,3,5-Trimethylpyrazine 74.1-Propanamine, 3-dibenzo[b,elthiepin-11(6H)-ylidene-N,N-dimethyl-, S-oxide
19. Eugenol 47. 2-Propynenitrile, 3-fluoro- 75. Hexadecyl nonyl ether
20. n-Tetradecane 48. 1-Hexene, 3,5-dimethyl- 76. 1-Hexacosene
21. beta-Caryophyllene 49. Nonanal 77.Docosyl pentyl ether
22. TH-Benzimidazole-2-carboxyaldehyde 50. 1-Pyrroline, 3-ethyl- 78. 1-Propanamine, 3-dibenzolb,e]thiepin-11(6H)-ylidene-N,N-dimethyl-, S-oxide
23. 3,4-Dihydroxypropiophenone 51. 3,7-Dimethyl-1-octanol 79. Carbonic acid, decyl hexadecyl ester
24. 1-Hydroxy-7-hydroxymethylindane, cyclic sulfite ester 52. 1-Decene 80. Docosyl octyl ether
25. Propanoic acid, 2-methyl-3-[4-t-butyl]phenyl- 53. 1-Decanol 81. 5H-Tetrazol-5-amine
26. Isoamyl salicylate 54. 2-Propenal, 2-methyl-3-phenyl- 82. 1-Propanamine, 3-dibenzolb,elthiepin-11(6H)-ylidene-N,N-dimethyl-, S-oxide
27. n-Hexadecane 55. gamma-Nonalactone 83. Chlorotrifluoromethane
28. Fosfosal 56. Decyl acetate 84. Borane, diethyl(decyloxy)-
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Agilent MassHunter Quantitative Analysis - Library Search Results

File

Edit

View

Set Best Hit

ALOIS| HRE AlZEXIOIS 71EC 2 BRFE & AELICL

eugenol
4-allyl-1-hydroxy-2-methoxybenzene

stearyl alcohol
1-hydroxyoctadecane

a2l 4. Aol Z2 eugenol

2 stearyl alcohol0l| 2ot F et 5to|HE 3

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

2 M E MassHunter Unknown Analysis

Compound Name Match Factor + CAS# Library Retention  Retertion Time Component RT: 271485
%105 0 830
d o g g 000 0
& 430 57.0
3 Hexadecene, () 93.03 | 24302816 27.0000 0.1489
4
Cetene 92.98 629732 26.7000 1.448% 111.0
290
7Hexadecene, (2} 92,83 | 35507096 27.0000 prass|| 2 I‘ h 14‘|1‘3' 1620 lmn0
. c g 0 il |.|]| n i e !
Tetradecyl triflucroacetate 91.73 |8222-02-2 26.8833 0.2656 100 130 140 10 180 200
E-11,13 Tetradecadien-1-l 91.37 | 1000131-00-3 27.5667 0.4178
Acetic acid, chloro-, decyl ester 88.07 | 6974056 267833 -0.3656
2
Carboric acid, dodecyl methy... 7.42 | 1000314623 27,6000 pas11 |10 111n
05
Launy alcohol 86.67 | 112538 26,5311 06178 1-ﬂ|1ﬂ' 168.0
0 [ S - deoo 152 .
Heptafluorabutyric acid. pert.. 86.37 959261235 272333 D.0844 “ " } I ' Fidfo " ho 1960
Dichloroactic acid, nomyl sster 8569 | 83004-95-3 271167 a0z || 03 1110
1] .0.97.0
Pertadecane £9.05 | 623-629 27.5601 panz|| ! ! ! ! ! 7 ! ! !
20 40 g0 100 120 140 160 180 200
defta-Decalactone 4351 | 705852 27.3622 0.2143
1-Decanol 4432 | 112-301 18241 -8.5058 | [1-Tetradecanol
Lauryl acetate 40.86 | 112663 220111 48622 || 1031
3,7-Dimethyl-1octanol 4067 | 106218 15.0914 12,0575 g'g'
=7 o =
Decyl acetate 9763 | 112174 24,0241 31248( o, - ~
Nonanol 37.41143.088 14.0623 13.0806 || p2d 1250 1980 | ob
Isoamyl octanoate 34.94 2035996 26.9947 01542 0 | I i A N |
120 140 160 180 200
Noryl acetate 31.55 | 143135 19.9109 72380
|
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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 78-70-6 33.9 |flavor_RI_NoR... 1101 0 1101 11.8274 -0.0088 11.8186
Isopulegol 59905-53-2 344 |flavor_RI_NoR... 1146 2 1144 13.6518 -0.0676 135842
I-Menthone 14073-97-3 98.5 | NIST17.L 1154 5 1148 13.9649 -0.3293 131355
Menthone 14073-97-3 35.3 |flavor_RI_NoR... 1165 -1 1164 14.4009 -0.0446 14,3563
L-Menthol 2616515 91.7 |flavor_RI_NoR... 1186 12 1173 15.2483 -0.5016 14.7467
lopentane, 1-butyl-2-propyl- | 62199-50-2 94.3 | NIST17.L 1192 27 1219 15.5049 05188 16.0237
Methylsalicylate 119-36-8 98.0 |flavor_RI_NoR... 1197 3 1194 15.6796 -0.1025 155771
4-Undecene, 5-methyl-, (Z)- 74630-69-6 92.7|NIST17.L 1204 5 1199 15.9913 -0.7345 15.2068
lopentane, 1-butyl-2-propyl- | 62199-50-2 914 |NIST17.L 1213 8 1219 16.3576 03339 16.0237
lopentane, 1-hexyl-3-methyl- | 61142-68-5 92.9 | NIST17.L 1226 7 1219 16.8742 -0.3505 16.0237
Spirol5.5lundecane 180-43-8 80.3 | NIST17.L 1240 5 1234 17.4660 -0.8190 16.6470
1-Decanol 112-30-1 36.4 |flavor_RI_NoR... 1272 0 1272 18.8128 -0.0031 18.8097
trans-Anethole 4180-23-8 99.1 |flavor_RI_NoR... 1288 2 1285 19.4354 -0.0962 19.3392
(-}Neomenthylacetate 1000152-81-2 93.2|NIST17.L 1204 10 1304 19.7039 -0.1485 195553 | |,
a2l 5 X[ef Az B 28 HEO of R E 20|22 2 AEEID 7|Ef §ES NIST172 MEE|AUSLICH F 71K 2L ZR0|M, A|AES 2lo|E2{2|9] HREE X2
ALESH RS AIZHS AlAFtL|CE ot & JHO| S10|HZ 37 Q=0 CAS M=ol CHet StOo|HE I = 2tet HEE 7| /e NIST YH|0|X| 2 0| S5t otk =E Fof| chst
SIOIHYIE= s U S E S, 53 A, o™ HI0[HA|E Sof thet =2 E A 7] 2|t Good Scents 2| A EH|O|X|2 O] SgLICt.
Components - 1%
Compound Name ~ CASH :":;;hr Library File g‘rmm”e”t Delta Rl Library RI gﬁmm”em Delta RT Library RT 5
Launyl aleohol 112-53-8 98.7 | flavor_RI_NoR... 1477 3 1474 27.1406 -0.1049 27.0357
Launyl alcohol 112-53-8 94.9 |flavor_RI_NoR... 1575 -101 1474 31.0604 40247 27.0357
Launyl sleshol 112.53.8 91.7 | flavor_RI_NoR... 1429 45 1474 252327 1.8030 27.0357
Launyl aleshol 112538 24.7 | flavor_RI_NoR... 1752 278 1474 37.3101 10.2744 27.0357
Launyl aleohol 112-53-8 0.0 | flavor_RI_NoR... 1533 59 1474 29.3837 -2.3480 27.0357
Launyl alcohol 112-53-8 92.3 |flavor_RI_NoR... 1488 14 1474 275843 -0.5491 27.0357
Launyl aleshol 112.53.8 95.4 |flavor_RI_NoR... 1626 212 1474 35.0377 -8.0020 27.0357
Launyl aleshol 112538 95.4 |flavor_RI_NoR... 1383 92 1474 233611 36746 27.0357
Launyl alcohol 112-53-8 0.6 |flavor_RI_NoR... 1638 -164 1474 33.3644 -6.3287 27.0357
Launyl alcohol 112-53-8 86.4 |flavor_RI_NoR... 1528 53 1474 29.1545 21188 27.0357
< d

2 6. 0| HOIIM= RT O X| XA A|Zt0] HEE|X] 240} lauryl alcohol2 102 ZHEALH 2FO| OiX| 4= 84 O|HO|AELICH T2{Lt HEFRTZF S OHA| @17 7He

age. x
2 Z0E HOLLL o] 752 otghE MEs A UEUSLILE 0| 7I5S ALEsHH A4 Z 00l StLto| ofgr= 2t LIEH LT
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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.

2. Jennings, W.; Shibamoto, T.
Qualitative Analysis of Flavor and
Fragrance Volatiles by Glass Capillary
Gas Chromatography;, Academic
Press: New York, 1980.

3. Shibamoto, T. Capillary Gas
Chromatography in Essential Oil
Analysis; Sandra, P, Bicchi, C., Eds;;
Huthig: Heidelberg, 1987; 259-274.

4. Adams, R. P. Identification of
Essential Oil Components by
Gas Chromatography - Mass
Spectroscopy; Allured Publishing
Corporation: IL, USA, 1995.

5. Ping, X;; Menge, C.-K;;
Zslewski, M. Building
Agilent GC/MSD Deconvolution
Reporting Libraries for Any
Aplication, Agilent Technologies
Technical Overview, publication
number 5989-2249EN, 2005.

David, F. et al. Analysis of
Essential Oil Compounds Using
Retention Time Locked Methods
and Retention Time Databases,
Agilent Technologies Application
Note, publication number
5988-6530EN, 2002.

Sandy, C.; Butler, I. Incorporating
Retention Index Results in
Deconvoluted GC/MS Library
Search Data, Agilent Technologies
Data Sheet, publication number
5991-8221EN, 2017.

Giarrocco, V.; Quimby, B,

Klee, M. Retention Time Locking:
Concepts and Applications,
Agilent Technologies Application
Note, publication number
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<add key="Column.CASNumber.
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Action” value="URL:http.//
www.thegoodscentscompany.
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Analysis File Samples
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iamp‘e File Name Components [ +TIC i
lame o
e tooth paste D 318 184 Home EU/US Properties Organoleplics Cosmelics
aromatic candle | aromatic candl E b it b e il o g
- - o] References Other Blenders Uses Oocurrence
aromatic candle |aromatic candl o e Sy e
aromatic candle |arematic candl... 2390 | 114
Cream Liqueur | Craam Liqueur. 2518
Chewing Gum.D 3263 Sy peeyan. 7,y (s
< i - ] i
CAS Number: 586-62-9 é
Components - &%
Compound = ‘
el CASH Hit Rl ECHA EINECS - REACH Pre-Reg: 203-578-0
o H FDA UNII: N9830X5KSL
Nitrous oxide 10024-97-2 = E Nikkaji Web: 15,438
Hydrogen isoc... |75-13-8 Beilstein Number: 1851203
1-Tetrazol-2-+l... [51410-11-8 H lon Peall MDL: MFCD00D49191
1H-Tevazole, ... | 16681-77-9 Component R CoE Number: 2:15
Hydrogen isoc... | 75-13-8 2 102 XlogP3-AA: 2.50 (est)
. - 5138 3 124 Molecular Weight: 13£.23752000
lydrogen isoc. Q
Formula: C10 H16
164
35-Methanoc... |87143-58-6 NMR Predictor: Predict (works with chrome or firsfx)
Myrcene 123353 998 144 Category: flavor and fragrance agents
Phosphonica... |33795-18-5 0 124
ene 99-87-6 1041 1
Cucalvpiol 470826 1040 US / EU / FDA / JECFA / FEMA / FLAVIS / Scholar / Patent Information:
0.8+
gamma-Terpi 99-85-4 1074 Google Scholar: Search
Lsoproovicyclo 2.56-0 081 Google Books: Search
Temoskrs 5652~ 5 et VEE| > Google Scholar: with word "volatile” Search
—= o706 1116 0ad | Google Scholar: with word "flavor” Search v
Citronellal 106-23-0 1161 D-ﬁ; \75% -
Manthane 14n72-97-1 1188 7 n - —— — - e - e —
< 1 ] 3 Acquisition Time (min) ™1 Mass-t lo{'harge (miz)
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Home EUfUS Properties Organoleptics Cosmetics
Suppliers Safety Safelyinuse Safety references

References Other Blenders Uses Occurrence

Synonyms Articles MNotes Search

Physical Properties:

Fragrance Demo Formulas Flavor Demo Formulas
1-methyl-4-propan-2-ylidenecyclohexene (Click)

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: 595.00 to 100.00 %
Food Chemicals Codex Listed: MNa
Specific Gravity: 0.58000 to 0.83000 @ 25.00 °C.
Pounds per Gallon - (est).: 7.322tc 7.405
Refractive Index: 1.46000 to 1.46400 @ 20.00 °C.
Boiling Point: 183.00 to 185,00 %C. @ 750,00 mm Hg
Vapor Pressure: 1,125000 mmfHg & 25.00 2C, {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

32l 10. 22 @m 0| X| (http://www.thegoodscentscompany.com) 2| &tet2 HE S H0oFE oA
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