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  Chemical Properties of 1-«alpha»,2-«alpha»,5-«alpha»-Nepetonic acid, methyl ester
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	InChI
	InChI=1S/C11H18O3/c1-7-4-5-9(8(2)6-12)10(7)11(13)14-3/h6-10H,4-5H2,1-3H3/t7-,8?,9-,10-/m0/s1
	InChI Key
	PWAGNDORTYARTI-HFXXUHSDSA-N
	Formula
	C11H18O3
	SMILES
	
    COC(=O)C1C(C)CCC1C(C)C=O
  
	
    Molecular Weight1
  
	198.26





	 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.
	 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.
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Please note that you need to enable javascript to get access to all the properties. Here is how to do it for Internet Explorer and for Firefox.



 









    Physical Properties


	Property	Value	Unit	Source
	ΔfG°	-273.01	kJ/mol	
            Joback Calculated Property
        
	ΔfH°gas	-586.23	kJ/mol	
            Joback Calculated Property
        
	ΔfusH°	21.88	kJ/mol	
            Joback Calculated Property
        
	ΔvapH°	55.21	kJ/mol	
            Joback Calculated Property
        
	log10WS	-1.50		
            Crippen Calculated Property
        
	logPoct/wat	1.657		
            Crippen Calculated Property
        
	McVol	164.000	ml/mol	
            McGowan Calculated Property
        
	Pc	2421.88	kPa	
            Joback Calculated Property
        
	Inp	[1303.00; 1303.00]	 	
            [image: Show]
            [image: Hide]
        
	Inp	1303.00		
            NIST
        
	Inp	1303.00		
            NIST
        
	Tboil	581.53	K	
            Joback Calculated Property
        
	Tc	784.31	K	
            Joback Calculated Property
        
	Tfus	315.31	K	
            Joback Calculated Property
        
	Vc	0.625	m3/kmol	
            Joback Calculated Property
        

 
 




    Temperature Dependent Properties


	Property	Value	Unit	Temperature (K)	Source
	Cp,gas	[430.50; 520.31]	J/mol×K	[581.53; 784.31]	[image: Show]
[image: Hide]

	




	Cp,gas	430.50	J/mol×K	581.53	
        Joback Calculated Property
    
	Cp,gas	447.67	J/mol×K	615.33	
        Joback Calculated Property
    
	Cp,gas	463.95	J/mol×K	649.12	
        Joback Calculated Property
    
	Cp,gas	479.34	J/mol×K	682.92	
        Joback Calculated Property
    
	Cp,gas	493.86	J/mol×K	716.72	
        Joback Calculated Property
    
	Cp,gas	507.51	J/mol×K	750.51	
        Joback Calculated Property
    
	Cp,gas	520.31	J/mol×K	784.31	
        Joback Calculated Property
    
	η	[0.0003957; 0.0028519]	Pa×s	[315.31; 581.53]	[image: Show]
[image: Hide]

	




	η	0.0028519	Pa×s	315.31	
        Joback Calculated Property
    
	η	0.0016749	Pa×s	359.68	
        Joback Calculated Property
    
	η	0.0011056	Pa×s	404.05	
        Joback Calculated Property
    
	η	0.0007923	Pa×s	448.42	
        Joback Calculated Property
    
	η	0.0006029	Pa×s	492.79	
        Joback Calculated Property
    
	η	0.0004800	Pa×s	537.16	
        Joback Calculated Property
    
	η	0.0003957	Pa×s	581.53	
        Joback Calculated Property
    


 

 


 


Similar Compounds



[image: 22S-epi-28-Norhopanoic acid methyl ester.]


 

[image: 22R-epi-28-Norhopanoic acid methyl ester.]


 

[image: Bicyclo[2.2.1]heptane-2-carboxylic acid, methyl ester.]


 

[image: endo-Bicyclo[2.2.1]heptan-2-carboxylic acid, methyl ester.]


 

[image: 22R-epi-17«beta»(H),21«beta»(H)-Hopanoic acid methyl ester.]


 

[image: 22S-epi-17«beta»(H),21«beta»(H)-Hopanoic acid methyl ester.]


 

[image: Hexadecanoic acid, 2,3,4-trimethyl-, methyl ester.]


 

[image: endo-Bicyclo[2.2.1]heptan-2-carboxylic acid, 7,7-dimethyl, methyl ester.]


 

[image: exo-Bicyclo[2.2.1]heptan-2-carboxylic acid, 7,7-dimethyl, methyl ester.]


 

[image: tricyclo[3.3.1.1(3,7)]decane-2-carboxylic acid, methyl ester.]


 

[image: Cyclohexaneacetic acid, &#945;-ethyl-, methyl ester.]


 

[image: [14C] GA25 16«alpha», 17-H2, 17-OH , methyl ester.]


 

[image: 1,2-Cyclohexanedicarboxylic acid, 4-methyl, dimethyl ester.]


 

[image: (1-Methylpentyl)succinic acid, methyl ester.]


 

[image: (1-Methylhexyl)succinic acid, methyl ester.]




Find more compounds similar to 1-«alpha»,2-«alpha»,5-«alpha»-Nepetonic acid, methyl ester.

 
 
 

 


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.
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