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  Chemical Properties of 14-Oxy-«alpha»-muurolene (CAS 69394-04-3)
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	InChI
	InChI=1S/C15H22O/c1-10(2)13-7-5-12(9-16)14-6-4-11(3)8-15(13)14/h5,8-10,13-15H,4,6-7H2,1-3H3
	InChI Key
	DNHAZRYDTSOZHV-UHFFFAOYSA-N
	Formula
	C15H22O
	SMILES
	
    CC1=CC2C(CC1)C(C=O)=CCC2C(C)C
  
	
    Molecular Weight1
  
	218.33
	CAS
	69394-04-3
	Other Names
	
    	14-Oxi-«alpha»-muurolene
	14-Oxy-2-muurolene


  





	 Cp,gas : Ideal gas heat capacity (J/mol×K).
	 η : Dynamic viscosity (Pa×s).
	 ΔfG° : Standard Gibbs free energy of formation (kJ/mol).
	 ΔfH°gas : Enthalpy of formation at standard conditions (kJ/mol).
	 ΔfusH° : Enthalpy of fusion at standard conditions (kJ/mol).
	 ΔvapH° : Enthalpy of vaporization at standard conditions (kJ/mol).
	 log10WS : Log10 of Water solubility in mol/l.
	 logPoct/wat : Octanol/Water partition coefficient.
	 McVol : McGowan's characteristic volume (ml/mol).
	 Pc : Critical Pressure (kPa).
	 Inp : Non-polar retention indices.
	 I : Polar retention indices.
	 Tboil : Normal Boiling Point Temperature (K).
	 Tc : Critical Temperature (K).
	 Tfus : Normal melting (fusion) point (K).
	 Vc : Critical Volume (m3/kmol).
	1: Molecular weight from the IUPAC atomic weights tables.




 
Cheméo is a service of Céondo GmbH, since 2007, we provide simulation, modelling and software development services for the industry.
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    Physical Properties


	Property	Value	Unit	Source
	ΔfG°	79.51	kJ/mol	
            Joback Calculated Property
        
	ΔfH°gas	-250.55	kJ/mol	
            Joback Calculated Property
        
	ΔfusH°	23.98	kJ/mol	
            Joback Calculated Property
        
	ΔvapH°	57.43	kJ/mol	
            Joback Calculated Property
        
	log10WS	-3.91		
            Crippen Calculated Property
        
	logPoct/wat	3.760		
            Crippen Calculated Property
        
	McVol	193.460	ml/mol	
            McGowan Calculated Property
        
	Pc	2053.03	kPa	
            Joback Calculated Property
        
	Inp	[1745.00; 1810.00]	 	
            [image: Show]
            [image: Hide]
        
	Inp	1745.00		
            NIST
        
	Inp	1770.00		
            NIST
        
	Inp	1762.00		
            NIST
        
	Inp	Outlier 1810.00		
            NIST
        
	Inp	1770.00		
            NIST
        
	Inp	1765.00		
            NIST
        
	Inp	1752.00		
            NIST
        
	Inp	1776.00		
            NIST
        
	Inp	1770.00		
            NIST
        
	I	2227.00		
            NIST
        
	Tboil	624.99	K	
            Joback Calculated Property
        
	Tc	842.80	K	
            Joback Calculated Property
        
	Tfus	329.93	K	
            Joback Calculated Property
        
	Vc	0.740	m3/kmol	
            Joback Calculated Property
        

 
 




    Temperature Dependent Properties


	Property	Value	Unit	Temperature (K)	Source
	Cp,gas	[531.53; 636.68]	J/mol×K	[624.99; 842.80]	[image: Show]
[image: Hide]

	




	Cp,gas	531.53	J/mol×K	624.99	
        Joback Calculated Property
    
	Cp,gas	552.07	J/mol×K	661.29	
        Joback Calculated Property
    
	Cp,gas	571.34	J/mol×K	697.59	
        Joback Calculated Property
    
	Cp,gas	589.38	J/mol×K	733.89	
        Joback Calculated Property
    
	Cp,gas	606.26	J/mol×K	770.20	
        Joback Calculated Property
    
	Cp,gas	622.01	J/mol×K	806.50	
        Joback Calculated Property
    
	Cp,gas	636.68	J/mol×K	842.80	
        Joback Calculated Property
    
	η	[0.0004322; 0.0025245]	Pa×s	[329.93; 624.99]	[image: Show]
[image: Hide]

	




	η	0.0025245	Pa×s	329.93	
        Joback Calculated Property
    
	η	0.0015545	Pa×s	379.11	
        Joback Calculated Property
    
	η	0.0010699	Pa×s	428.28	
        Joback Calculated Property
    
	η	0.0007953	Pa×s	477.46	
        Joback Calculated Property
    
	η	0.0006249	Pa×s	526.64	
        Joback Calculated Property
    
	η	0.0005116	Pa×s	575.81	
        Joback Calculated Property
    
	η	0.0004322	Pa×s	624.99	
        Joback Calculated Property
    


 

 


 


Similar Compounds



[image: Amorpha-4,9-dien-14-al.]


 

[image: «gamma»-Cadinen-15-al.]


 

[image: Artemisinic aldehyde.]


 

[image: «alpha»-Bisabolenal.]


 

[image: (1R,4aS,8aR)-1-Isopropyl-4,7-dimethyl-1,2,4a,5,6,8a-hexahydronaphthalene.]


 

[image: Naphthalene, 1,2,4a,5,6,8a-hexahydro-4,7-dimethyl-1-(1-methylethyl)-, [1S-(1«alpha»,4a«beta»,8a«alpha»)]-.]


 

[image: Muurola-4,9-diene.]


 

[image: «alpha»-Muurolene.]


 

[image: Naphthalene, 1,2,4a,5,6,8a-hexahydro-4,7-dimethyl-1-(1-methylethyl)-.]


 

[image: Zizanene.]


 

[image: «alpha»-Muurolene.]


 

[image: Amorphene.]


 

[image: «beta»-Bisabolenal.]


 

[image: 1-Cyclohexene-1-carboxaldehyde, 4-(1-methylethenyl)-.]


 

[image: 1-Cyclohexene-1-carboxaldehyde, 4-(1-methylethenyl)-, (S)-.]




Find more compounds similar to 14-Oxy-«alpha»-muurolene.

 
 
 

 


Sources

	Crippen Method
	Crippen Method
	Joback Method
	McGowan Method
	NIST Webbook


 

Note: Cheméo is only indexing the data, follow the source links to retrieve the latest data. The source is also providing more information like the publication year, authors and more.
Take the time to validate and double check the source of the data.


Outlier This icon means
that the value is more than 2 standard deviations away from the
property mean.
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