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Structural formula

	Business number	04TK
	Molecular formula	C8H5F3O
	Molecular weight	174.12
	label	
                         2,2,2-trifluoroacetophenone,

                         trifluoropropiophenone,

                         α,α,α-trifluoroacetophenone,

                         Α,Α,Α-trifluoroacetophenone,

                         Α, Α, Α-trifluoroacetophenone,

                         Α,Α,Α-trifluoroacetophenone,

                         ALPHA,ALPHA,ALPHA-trifluoroacetophenone,

                         PHENYL TRIFLUOROMETHYL KETONE,

                         TRIFLUOROACETOPHENONE,

                         TRIFLUOROACETYLBENZENE,

                         A,A,A-TRIFLUOROACETOPHENONE,

                         ALPHA,ALPHA,ALPHA-TRIFLUOROACETOPHENONE,

                         2,2,2-TRIFLUORO-1-PHENYLETHANONE,

                         2,2,2-TRIFLUORO-1-PHENYLETHAN-1-ONE,

                         2,2,2-TRIFLUOROACETOPHENONE




	Numbering system
	Physical property data
	Toxicological data
	Ecological data
	Molecular structure data
	Computing chemical data
	
                     More 
	Properties and Stability
	Storage method
	Synthesis method
	Purpose





Numbering system

CAS number:434-45-7

MDL number:MFCD00000420

EINECS number:207-103-1

RTECS number:None

BRN number:1866286

PubChem number:24889525

Physical property data


1. Physical property data

Properties: Not available

Density (g/mL, 25/4℃  ): 1.2752

Relative vapor density (g/mL, air=1): Not available

Melting point (ºC): -40

Boiling point (ºC, normal pressure): 152.5

Relative density (20℃, 4℃): 1.279

Refractive index: 1.458

Refractive index at room temperature (n25): 1.452830

Refractive index at room temperature (n20): 1.4583

Autoignition point or ignition temperature (ºC): Not available

Vapor pressure (kPa, 25ºC): Not available

Saturated vapor pressure (kPa, 60ºC): Not available

Heat of combustion (KJ/mol): Not available

Critical temperature (ºC): Not available

Critical pressure (KPa  ): Not available

Logarithmic value of oil-water (octanol/water) partition coefficient: Not available

Explosion upper limit (%, V/  V): Not available

Lower explosion limit (%, V/V): Not available

Solubility: Not available


Toxicological data


2. Toxicological data:

Acute toxicity: Not available.  


Ecological data


3. Ecological data:

1. Other harmful effects: This substance may be harmful to the environment, and special attention should be paid to water bodies.  


Molecular structure data


     None
     

Compute chemical data


1. Reference value for hydrophobic parameter calculation (XlogP): None

2. Number of hydrogen bond donors: 0

3. Number of hydrogen bond acceptors: 4

4. Number of rotatable chemical bonds: 1

5. Number of tautomers: none

6. Topological molecule polar surface area 17.1

7. Number of heavy atoms: 12

8. Surface charge: 0

9. Complexity: 168

10. Number of isotope atoms: 0

11. Determine the number of atomic stereocenters: 0

12. Uncertain number of atomic stereocenters: 0

13. Determine the number of chemical bond stereocenters: 0  

14. Number of uncertain chemical bond stereocenters: 0

15. Number of covalent bond units: 1


Properties and stability


     None
     

Storage method


     None
     

Synthesis method


     None
     

Purpose


     None
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Structural formula

	Business number	04KV
	Molecular formula	C4H4F4N2O2
	Molecular weight	188.08
	label	
                         Tetrafluorosuccinimide,

                         2,2,3,3-Tetrafluoro-succinamide,

                         aliphatic compounds




	Numbering system
	Physical property data
	Toxicological data
	Ecological data
	Molecular structure data
	Computing chemical data
	
                     More 
	Properties and Stability
	Storage method
	Synthesis method
	Purpose





Numbering system

CAS number:377-37-7

MDL number:None

EINECS number:None

RTECS number:None

BRN number:None

PubChem ID:None

Physical property data


     
一 , physical property data


 Traits  ：Not available


 Density  (g/mL,25/4℃): Not available


 Relative  Vapor density (g/mL, air=1)：Not available


 Melting point  (ºC): 259


 Boiling point  (ºC, normal pressure): Not available


 Boiling point  (ºC, 5.2kPa): Not available


 Refraction  Rate: Not available


 Flash  Point (ºC): Not available


   Optical rotation (º): Not available


 Spontaneous combustion  Point or ignition temperature (ºC): Not available


 Steam  Pressure (kPa, 25ºC): Not available


 saturated  Vapor pressure (kPa, 60ºC): Not available


 Burn  Heat (KJ/mol):Not available


 Critical  Temperature (ºC): Not available


 Critical  Pressure (KPa): Not available


 oil and water  Log value of the (octanol/water) partition coefficient:Not available   


 Explosion  Upper limit (%, V/V): Not available


 Explosion  Lower limit (%, V/V): Not available


 Dissolve  Properties: Not available

     
Toxicological data


     
Two  , toxicologyData: 


 Acute  Toxicity:Not available .  

     
Ecological data


     
Three  , Ecological data: 


 1  ,Other harmful effects: This substance may be harmful to the environment, and special treatment should be given to water bodies.  Notice.  

     
Molecular structure data


     
1.  Molar refractive index:   28.29


 2.  Molar volume (m3/mol）：118.0


 3.  isotonic specific volume (90.2K):287.7


 4.  Surface Tension (dyne/cm):35.2


 5.  Polarizability（10-24cm3  ):  11.21

     
Compute chemical data


1. Reference value for calculation of hydrophobic parameters (XlogP): -0.6

2. Number of hydrogen bond donors: 2

3. Number of hydrogen bond acceptors: 6

  p>

4. Number of rotatable chemical bonds: 3

5. Number of tautomers: 3

6. Topological molecule polar surface area 86.2

7. Number of heavy atoms: 12

8. Surface charge: 0

9. Complexity: 203

10. Number of isotope atoms: 0

11. Determine the number of atomic stereocenters: 0

12. Uncertain number of atomic stereocenters: 0

13. Determine the number of chemical bond stereocenters:  0

14. Number of uncertain chemical bond stereocenters: 0

15. Number of covalent bond units: 1


Properties and stability


     None
     

Storage method


     None
     

Synthesis method


     None
     

Purpose


     None
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Structural formula

	Business number	05V8
	Molecular formula	C6H2Br3F
	Molecular weight	332.79
	label	
                         5-fluoro-1,2,3-tribromobenzene,

                         1-Fluoro-3,4,5-triBromoBenzene,

                         5-Fluoro-1,2,3-tribromobenzene,

                         aromatic compounds




	Numbering system
	Physical property data
	Toxicological data
	Ecological data
	Molecular structure data
	Computing chemical data
	
                     More 
	Properties and Stability
	Storage method
	Synthesis method
	Purpose





Numbering system

CAS number:576-82-9

MDL number:MFCD00061117

EINECS number:None

RTECS number:None

BRN number:None

PubChem ID:None

Physical property data


     
1. Physical property data


 1.   Melting point (ºC): 98-100

     
Toxicological data


     None
     

Ecological data


     None
     

Molecular structure data


     
5. Molecular property data:


 1.    Moore refraction  Rate: 49.31


 2.  Molar volume (m3/mol）：142.1


 3.  isotonic specific volume (90.2K):365.8


 4.  Surface Tension (dyne/cm):43.8


 5.  Polarizability（10-24cm3):19.55

     
Compute chemical data


     
4. Calculated chemical data:  


 1. Hydrophobic parameter calculation reference value (XlogP):4.1


 2.    Hydrogen Bonding  Number of donors:0


 3.    Hydrogen Bonding  Number of receptors: 1


 4.    Rotatable  Number of chemical bonds: 0


 5.    Topological molecules  Polar surface area (TPSA）：0


 6.    Heavy atoms  Quantity: 10


 7.    Surface charge: 0


 8.    Complexity  ：108


 9.  Isotope atomic number:0


 10.  Determine the number of atomic stereocenters:0


 11.  Uncertain number of atomic stereocenters:0


 12.  Determine the number of stereocenters of chemical bonds:0


 13.  Uncertain number of chemical bond stereocenters:0


 14.  Number of covalent bond units:  1

     
Properties and stability


     None
     

Storage method


     None
     

Synthesis method


     None
     

Purpose


     None
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Structural formula

	Business number	069Q
	Molecular formula	C10H9NO
	Molecular weight	159.18
	label	
                         4-Methyl-2(1H)-quinolone,

                         4-methyl-2-hydroxyquinoline,

                         4-methylquinolinone,

                         4-Methyl-2-quinolinol,

                         4-Methyl-2-quinolinol,

                         4-Methylcarbostyril




	Numbering system
	Physical property data
	Toxicological data
	Ecological data
	Molecular structure data
	Computing chemical data
	
                     More 
	Properties and Stability
	Storage method
	Synthesis method
	Purpose





Numbering system

CAS number:607-66-9

MDL number:MFCD00006745

EINECS number:210-139-0

RTECS number:None

BRN number:118331

PubChem number:24895639

Physical property data


     Physical property data:

 1.   Character: needle-shaped crystal

 
  2. Melting point245℃


   3. Boiling point>360,  270℃（2.27kPa)


   4. Solubility: Soluble in ethanol and hot water,  Slightly soluble in cold water, ether, chloroform and benzene

     
Toxicological data


     None
     

Ecological data


     
3. Ecological data:


   1. Other harmful effects: This substance may be harmful to the environment and should be harmful to water bodies.  Give special attention.    

     
Molecular structure data


     

 
5. Molecular property data:


 1、 Molar refractive index:48.89


 2、 Molar volume (m3/mol):131.4


 3、 Isotonic specific volume (90.2K):357.9


 4、 Surface tension (dyne/cm):54.9


 5,  Polarizability (10-24cm3  ):19.38

     
Compute chemical data


1. Reference value for hydrophobic parameter calculation (XlogP): 1.2

2. Number of hydrogen bond donors: 1

3. Number of hydrogen bond acceptors: 1

4. Number of rotatable chemical bonds: 0

5. Number of tautomers: 2

6. Topological molecule polar surface area 29.1

7. Number of heavy atoms: 12

8. Surface charge: 0

9. Complexity: 232

10. Number of isotope atoms: 0

11. Determine the number of atomic stereocenters: 0

12. Uncertain number of atomic stereocenters: 0

13. Determine the number of chemical bond stereocenters: 0  

14.NoThe number of stereocenters of certain chemical bonds: 0

15. The number of covalent bond units: 1


Properties and stability


     
  1. Properties: Acicular crystal.  


  


    

     
Storage method


     
Storage:  


 Seal the secret container and store it in a sealed main container in a cool place Dry position.    

     
Synthesis method


     2. Preparation method: obtained by cyclization of acetoacetanilide in the presence of sulfuric acid.  Preheat concentrated sulfuric acid to 75℃, add acetoacetanilide in batches, and control the temperature to 70-75℃.  After the addition is complete, raise the temperature to 95℃, response15minthen cool to65℃, pour the mixture into the water.  After cooling, filter, wash the product with water and methanol, dry it with 95%The finished product is obtained by recrystallizing ethanol.
     

Purpose


     
  3. Uses: Used as organic synthesis intermediates.  

     
     Resource:allhdi.com
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Structural formula

	Business number	04AT
	Molecular formula	C18H24ClNO
	Molecular weight	305.84
	label	
                         o-Toluhydramine hydrochloride,

                         C18H23NO·HCl,

                         2-Dimethylaminoethyl 2-methylbenzhydryl ether hydrochloride,

                         2-dimethylaminoethyl2-methylbenzhydryletherhydrochloride,

                         BF 5930,

                         BG 5930,

                         Brocadisipal,

                         Brocasipal,

                         BS 5930,

                         Disipal hydrochloride




	Numbering system
	Physical property data
	Toxicological data
	Ecological data
	Molecular structure data
	Computing chemical data
	
                     More 
	Properties and Stability
	Storage method
	Synthesis method
	Purpose





Numbering system

CAS number:341-69-5

MDL number:MFCD00012480

EINECS number:206-435-4

RTECS number:KR6300000

BRN number:3745818

PubChem ID:None

Physical property data


     
一 , physical property data


 Traits  ：Not available


 Density  (g/mL,25/4℃): Not available


 Relative  Vapor density (g/mL, air=1)：Not available


 Melting point  (ºC): Not available


 Boiling point  (ºC, normal pressure): Not available


 Boiling point  (ºC, 5.2kPa): Not available


 Refraction  Rate: Not available


 Flash  Point (ºC): Not available


   Optical rotation (º): Not available


 Spontaneous combustion  Point or ignition temperature (ºC): Not available


 Steam  Pressure (kPa, 25ºC): Not available


 saturated  Vapor pressure (kPa, 60ºC): Not available


 Burn  Heat (KJ/mol):Not available


 Critical  Temperature (ºC): Not available


 Critical  Pressure (KPa): Not available


 oil and water  Log value of the (octanol/water) partition coefficient:Not available   


 Explosion  Upper limit (%, V/V): Not available


 Explosion  Lower limit (%, V/V): Not available


 Dissolve  Properties: Not available

     
Toxicological data


     
Two  , Toxicological data:


 Acute  Toxicity:Not available .  

     
Ecological data


     
Three  , Ecological data: 


 1  ,Other harmful effects: This substance may be harmful to the environment, and special treatment should be given to water bodies.  Notice.  

     
Molecular structure data


     
1.  Molar refractive index:   84.39


 2.  Molar volume (m3/mol）：265.5


 3.  isotonic specific volume (90.2K):659.1


 4, Surface tension (dyne/cm):37.9  


 5.  Polarizability（10-24cm3): 33.45

     
Compute chemical data


1. Reference value for hydrophobic parameter calculation (XlogP): None

2. Number of hydrogen bond donors: 1

3. Number of hydrogen bond acceptors: 2

4. Number of rotatable chemical bonds: 6

5. Number of tautomers: none

6. Topological molecule polar surface area 12.5

7. Number of heavy atoms: 21

8. Surface charge: 0

9. Complexity: 260

10. Number of isotope atoms: 0

11. Determine the number of atomic stereocenters: 0

12. Uncertain number of atomic stereocenters: 1

13. Determine the number of chemical bond stereocenters: 0  

14. Number of uncertain chemical bond stereocenters: 0

15. Number of covalent bond units: 2


Properties and stability


     None
     

Storage method


     Store at 2-8℃.
     

Synthesis method


     None
     

Purpose


     None
     

     Resource:allhdi.com
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Structural formula

	Business number	060B
	Molecular formula	C8H16O
	Molecular weight	128.21
	label	
                         Butyl propyl ketone,

                          Propyl n-butyl ketone




	Numbering system
	Physical property data
	Toxicological data
	Ecological data
	Molecular structure data
	Computing chemical data
	
                     More 
	Properties and Stability
	Storage method
	Synthesis method
	Purpose





Numbering system

CAS number:589-63-9

MDL number:None

EINECS number:None

RTECS number:None

BRN number:1700025

PubChem ID:None

Physical property data


1. Physical property data

1. Boiling point (ºC, normal pressure): 163

2. Density: 0.82 g/mL at 25 °C (lit.

3. Relative density (20℃, 4℃): 0.8190

4. Relative density (25℃, 4℃): 0.8146

5.  Refractive index(n14D): 1.4173

6. Refractive index at room temperature (n  25): 1.4120

7. Critical temperature (ºC): 350.65

8. Critical density (g·cm-3):  0.258

9. Critical volume (cm3·mol-1): 497

10. Melting point (ºC):  164~167

11. Flash point (ºC): 45

12. Solubility: Insoluble in water, miscible with ethanol and ether.


Toxicological data


     None
     

Ecological data


     None
     

Molecular structure data


5. Molecular property data:

1. Molar refractive index: 39.14

2. Molar volume (cm3/mol): 157.7

3. Isotonic specific volume (90.2K): 355.4

4. Surface tension (dyne/cm): 25.8

5. Polarizability (10-24cm3): 15.51


Compute chemical data


1. Reference value for hydrophobic parameter calculation (XlogP): 2.1

2. Number of hydrogen bond donors: 0

3. Number of hydrogen bond acceptors: 1

4. Number of rotatable chemical bonds: 5

5. Number of tautomers: 3

6. Topological molecule polar surface area 17.1

7. Number of heavy atoms: 9

8. Surface charge: 0

9. Complexity: 76.6

10. Number of isotope atoms: 0

11. Determine the number of atomic stereocenters: 0

12. Uncertain number of atomic stereocenters: 0

13. Determine the number of chemical bond stereocenters: 0  

14. Number of uncertain chemical bond stereocenters: 0

15. Number of covalent bond units: 1


Properties and stability


     1. Exist in mainstream smoke.
     

Storage method


     None
     

Synthesis method


     None
     

Purpose


     None
     

     Resource:allhdi.com
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Structural formula

	Business number	05M2
	Molecular formula	C7H16O
	Molecular weight	116.20
	label	
                         Methyl amyl carbinol,

                         2-heptyl alcohol,

                         2-Hydroxyheptane,

                         Methyl pentyl carbinol,

                         2-Heptyl alcohol,

                         2-Hydroxyheptane,

                         sec-Heptylalcohol,

                         co-solvent,

                         plasticizer,

                         synthetic fragrances,

                         Aliphatic alcohols, ethers and their derivatives




	Numbering system
	Physical property data
	Toxicological data
	Ecological data
	Molecular structure data
	Computing chemical data
	
                     More 
	Properties and Stability
	Storage method
	Synthesis method
	Purpose





Numbering system

CAS number:543-49-7

MDL number:MFCD00004587

EINECS number:208-844-3

RTECS number:MJ2975000

BRN number:1719088

PubChem ID:None

Physical property data


1. Properties: Colorless, viscous liquid with an unpleasant special odor.  

2. Relative density (g/mL, 20/4ºC): 0.818

3. Boiling point (ºC, 101.3kPa): 158~161

4  .       Refractive index (n20ºC): 1.4242

5.       Flash point (ºC, opening): 59

6.       Viscosity (mPa·s, 20ºC): 6.53

7. Vapor pressure (kPa, 20ºC): 0.13

8. Solubility (%, water, 20ºC): 0.35

9. Volume expansion coefficient (K–  1): 0.00094

10. Solubility: Miscible with alcohol, ether and benzene.  It can dissolve animal and vegetable oils, mineral oils, fats, waxes, dyes, rubber, natural and synthetic resins, etc., and is slightly soluble in water.  

11. Melting point (ºC): -34.0

12. Boiling point (ºC): 158~161

13. Relative density (25℃, 4℃  ): 0.8187

14. Refractive index at room temperature (n25): 1.4223

15. Critical temperature (ºC): 335.15

16. Critical pressure (MPa): 3.021

17. Critical density (g·cm-3): 0.263

18. Critical volume (cm  3·mol-1): 442

19. Critical compression factor: 0.264

20. Eccentricity factor: 0.763

21. Liquid phase standard hot melt (J·mol-1·K-1): 292.4


Toxicological data


Acute toxicity: Rat oral LD50: 2580mg/kg, no detailed description except lethal dose;

 Rabbit dermal LD50: 1780 uL/kg, no detailed description except lethal dose;


Ecological data


This substance may be harmful to the environment, and special attention should be paid to water bodies.  


Molecular structure data


1. Molar refractive index: 35.97

2. Molar volume (cm3/mol): 141.9

3. Isotonic specific volume (90.2K  ): 324.7

4. Surface tension (dyne/cm): 27.3

5. Polarizability (10-24cm3): 14.26


Compute chemical data


1. Reference value for hydrophobic parameter calculation (XlogP): None

2. Number of hydrogen bond donors: 1

3. Number of hydrogen bond acceptors: 1

4. Number of rotatable chemical bonds: 4

5. Number of tautomers: none

6. Topological molecule polar surface area 20.2

7. Number of heavy atoms: 8

8. Surface charge: 0

9. Complexity: 43.7

10. Number of isotope atoms: 0

11. Determine the number of atomic stereocenters: 0

12. Uncertain number of atomic stereocenters: 1

13. Determine the number of chemical bond stereocenters: 0  

14. Number of uncertain chemical bond stereocenters: 0

15. Number of covalent bond units: 1


Properties and stability


1. Colorless liquid.  There are three flammable isomers: dl-, d-, and l-. There is a danger of burning when exposed to open flames, high heat, or oxidants.  It is non-corrosive to metals and has the chemical reactivity of secondary alcohols.  

 2.The toxicity is close to that of hexanol (rat oral LD504.9g/kg).  

3. Found in tobacco leaves.  


Storage method


Stored in a cool, dry and well-ventilated warehouse.  Keep away from fire and heat sources.  Protect from direct sunlight.  The packaging is sealed.  They should be stored separately from acids and food chemicals, and avoid mixed storage.  Suitable materials should be available in the storage area to contain spills.  Can be stored in iron, mild steel, copper or aluminum containers.  


 25mg glass bottle, protected by wooden box.  Store in a cool, dry and ventilated warehouse.  Keep away from fire and heat sources.  Store separately from oxidizing agents.  Keep sealed.  



Synthesis method


1. Prepared by the reaction of amyl nickel bromide and acetaldehyde.  

[image: ]

2. Methyl-pentyl  It is prepared by reacting methanone with metallic sodium in ethanol solution.  

[image: ]

3. Preparation method: 

  p>

[image: ] 

 Equipped with stirrer, thermometer, reflux  In the reaction bottle of the condenser, add 114g (1.0mol) of 2-heptanone (2), 300mL (95%) of industrial alcohol and 100mL of water.  Slowly add 65g (2.8 mol) of metallic sodium (sodium wire or small pieces of sodium). The adding speed controls the temperature of the reaction solution to not exceed 30°C. If necessary, use ice water to cool the reaction bottle.  When all the metallic sodium has reacted, add 1L of water and cool to 15°C. Separate the upper layer, wash with 25mL of dilute hydrochloric acid (1:1), then 25mL of water, and dry with anhydrous sodium sulfate or anhydrous potassium carbonate.  , fractionated, and collected the fractions at 156-158°C to obtain 75g of 2-heptanol (1), with a yield of 65%.  [1]


Purpose


Added to nitro spray paint solvents as cosolvents, used as plasticizers, wetting agents, intermediates for medicines, spices, etc., and analytical chemical reagents.  Add it to the solvent of nitrocellulose spray paint as a co-solvent to increase the solubility.  It is also used as raw material for manufacturing plasticizers, wetting agents, medicines, spices, etc.  
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Structural formula

	Business number	053P
	Molecular formula	C6H15NO5
	Molecular weight	181.19
	label	
                         D-glucosamine,

                         D-glucosamine




	Numbering system
	Physical property data
	Toxicological data
	Ecological data
	Molecular structure data
	Computing chemical data
	
                     More 
	Properties and Stability
	Storage method
	Synthesis method
	Purpose





Numbering system

CAS number:488-43-7

MDL number:None

EINECS number:207-677-3

RTECS number:None

BRN number:None

PubChem ID:None

Physical property data


     
1.  Character: Undetermined


 2.  Density (g/ m3,25/4℃): Undetermined


 3. Relative vapor density (g/cm3,AIR=1): Undetermined


 4.  Melting point (ºC):126-128


 5.  Boiling point (ºC,Normal pressure): Undetermined


 6.  Boiling point (ºC,5.2kPa): Undetermined


 7.  Refractive index: Undetermined


 8.  Flash Point (ºF): Undetermined


 9.  Specific optical rotation (º): Undetermined


 10.  Autoignition point or ignition temperature (ºC): Undetermined


 11.  Vapor pressure (kPa,25ºC): Undetermined


 12. Saturation vapor pressure (kPa,60ºC): Undetermined


 13.  Heat of combustion (KJ/mol): Undetermined


 14.  Critical temperature (ºC): Undetermined


 15.  Critical pressure (KPa): Undetermined


 16.  Oil and water (octanol/Log value of water) partition coefficient: Undetermined


 17.  Explosion limit (%,V/V): Undetermined


 18.  Lower explosion limit (%,V/V): Undetermined


 19.  Solubility: Undetermined

     
Toxicological data


     None
     

Ecological data


     
  This substance may be harmful to the environment, and special attention should be paid to water bodies.  

     
Molecular structure data


     
1、 Molar refractive index:40.89  


 2、 Molar Volume（m3/mol)：120.2


 3、 Isotonic specific volume (90.2K):373.0


 4、 Surface tension（dyne/cm)：92.5


 5、 Polarizability(10-24cm3）：16.21

     
Compute chemical data


     
1.    Hydrophobic parameters  Calculate the reference value (XlogP):-3.4  


 2.    Hydrogen Bonding  Number of donors: 6


 3.    Hydrogen Bonding  Number of receptors: 6


 4.  Number of rotatable chemical bonds:5


 5.    Interchange  Number of isomers: 


 6.    Topological molecules  Polar surface area (TPSA):127


 7.    Heavy Atom  Quantity: 12


 8.    Surface Charge  ：0


 9.    Complexity  ：123


 10.  Number of isotope atoms:0  


 11.  Determine the number of atomic stereocenters:0


 12.  Uncertain number of atomic stereocenters:4


 13.  Determine the number of stereocenters of chemical bonds:0


 14.  Uncertain number of chemical bond stereocenters:0


 15.  Number of covalent bond units:  1

     
Properties and stability


     
Use and store according to specifications, no decomposition will occur, and avoid contact with oxides

     
Storage method


     
Seal and store at 0-5°C in a ventilated, dry environment

     
Synthesis method


     
None

     
Purpose


     
None
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Structural formula

	Business number	04KU
	Molecular formula	C5H6F6O2
	Molecular weight	212.09
	label	
                         2,2,3,3,4,4-hexafluoro-5-pentanediol,

                         2,2,3,3,4,4-hexafluoro-5-pentanediol,

                         HOCH2(CF2)3CH2OH,

                         aliphatic compounds




	Numbering system
	Physical property data
	Toxicological data
	Ecological data
	Molecular structure data
	Computing chemical data
	
                     More 
	Properties and Stability
	Storage method
	Synthesis method
	Purpose





Numbering system

CAS number:376-90-9

MDL number:MFCD00042434

EINECS number:206-819-1

RTECS number:SA0750000

BRN number:1766258

PubChem number:24895828

Physical property data


     
一 , physical property data


 Traits  ：Not available


 Density  (g/mL,25/4℃): Not available


 Relative  Vapor density (g/mL, air=1)：Not available


 Melting point  (ºC): 78-81


 Boiling point  (ºC, normal pressure): 115


 Boiling point  (ºC, 5.2kPa): Not available


 Refraction  Rate: Not available


 Flash  Point (ºC): >110


   Optical rotation (º): Not available


 Spontaneous combustion  Point or ignition temperature (ºC): Not available


 Steam  Pressure (kPa, 25ºC): Not available


 saturated  Vapor pressure (kPa, 60ºC): Not available


 Burn  Heat (KJ/mol):Not available


 Critical  Temperature (ºC): Not available


 Critical  Pressure (KPa): Not available


 oil and water  Log value of the (octanol/water) partition coefficient:Not available   


 Explosion  Upper limit (%, V/V): Not available


 Explosion  Lower limit (%, V/V): Not available


 Dissolve  Properties: Not available

     
Toxicological data


     
Two  , Toxicology data:


 Acute  Toxicity:Not available .  

     
Ecological data


     
Three  , Ecological data: 


 1  ,Other harmful effects: This substance may be harmful to the environment, and special treatment should be given to water bodies.  Notice.  

     
Molecular structure data


     
1.  Molar refractive index:   29.16


 2.  Molar volume (m3/mol）：138.9


 3.  isotonic specific volume (90.2K):306.8


 4.  Surface Tension (dyne/cm):23.8


 5.  Polarizability（10-24cm  3):11.56

     
Compute chemical data


1. Reference value for hydrophobic parameter calculation (XlogP): None

2. Number of hydrogen bond donors: 2

3. Number of hydrogen bond acceptors: 8

4. Number of rotatable chemical bonds: 4

5. Number of tautomers: none

6. Topological molecule polar surface area 40.5

7. Number of heavy atoms: 13

8. Surface charge: 0

9. Complexity: 162

10. Number of isotope atoms: 0

11. Determine the number of atomic stereocenters: 0

12. Uncertain number of atomic stereocenters: 0

13. Determine the number of chemical bond stereocenters: 0  

14. Number of uncertain chemical bond stereocenters: 0

15. Number of covalent bond units: 1


Properties and stability


     None
     

Storage method


     None
     

Synthesis method


     None
     

Purpose


     Used for resin modification
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Structural formula

	Business number	0711
	Molecular formula	C6H12O2
	Molecular weight	116.16
	label	
                         Isopropylpropionate,

                         Methyl ethyl propionate,

                         Propanoic acid 1-methylethyl ester,

                         Propanoic acid Isopropyl ester,

                         C2H5C(O)OCH(CH3)2,

                         ester fragrances,

                         food additives,

                         Food flavors (flavor enhancers)




	Numbering system
	Physical property data
	Toxicological data
	Ecological data
	Molecular structure data
	Computing chemical data
	
                     More 
	Properties and Stability
	Storage method
	Synthesis method
	Purpose





Numbering system

CAS number:637-78-5

MDL number:MFCD00051553

EINECS number:211-300-8

RTECS number:UF5140000

BRN number:1699921

PubChem ID:None

Physical property data


1. Properties: liquid.  

2. Density (g/mL, 25/4℃): 0.8655

3. Relative density (25℃, 4℃): 0.8601

4  . Refractive index at room temperature (n25): 1.3879 

5. Boiling point (ºC, normal pressure): 110

6. Refractive index at room temperature (n20): 1.3891 

7. Refractive index: 1.3885 

8. Flash point (ºC): 15

9. Specific rotation  Degree (º): Undetermined

10. Autoignition point or ignition temperature (ºC): Undetermined 

11. Vapor pressure (kPa, 25ºC): Undetermined

12. Saturated vapor pressure (kPa, 60ºC): Undetermined

13. Heat of combustion (KJ/mol): Undetermined

14. Critical temperature (ºC)  : Undetermined

15. Critical pressure (KPa): Undetermined

16. Log value of oil-water (octanol/water) partition coefficient: Undetermined

17. Explosion upper limit (%, V/V): Undetermined

18. Explosion lower limit (%, V/V): Undetermined

19. Solubility: Slightly soluble  in water.  


Toxicological data


     None
     

Ecological data


Do not allow undiluted or large quantities of products that are slightly hazardous to water to come into contact with groundwater, waterways or sewage systems.  Do not discharge materials into the surrounding environment without government permission.  


Molecular structure data


1. Molar refractive index: 31.57

2. Molar volume (cm3/mol): 131.4

3. Isotonic specific volume (90.2K  ): 292.9

4. Surface tension (dyne/cm): 24.6

5. Polarizability (10-24cm3): 12.51


Compute chemical data


1. Reference value for hydrophobic parameter calculation (XlogP): 1.4

2. Number of hydrogen bond donors: 0

3. Number of hydrogen bond acceptors: 2

4. Number of rotatable chemical bonds: 3

5. Number of tautomers: none

6. Topological molecule polar surface area 26.3

7. Number of heavy atoms: 8

8. Surface charge: 0

9. Complexity: 76.6

10. Number of isotope atoms: 0

11. Determine the number of atomic stereocenters: 0

12. Uncertain number of atomic stereocenters: 0

13. Determine the number of chemical bond stereocenters: 0  

14. Number of uncertain chemical bond stereocenters: 0

15. Number of covalent bond units: 1


Properties and stability


Keep away from oxides.  


Storage method


Store in an airtight container in a cool, dry place.  Store away from oxidizing agents.  


Synthesis method


     None
     

Purpose


     None
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 BDMAEE：Bis (2-Dimethylaminoethyl) Ether

CAS NO：3033-62-3

China supplier

For more information, please contact the following email:

Email:sales@newtopchem.com

Email:service@newtopchem.com

Email:technical@newtopchem.com
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