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 Abstract

 A method for the determination of crystal structures from powder diffraction data is presented that circumvents the difficulties associated with separate indexing. For the simultaneous optimization of the parameters that describe a crystal structure a genetic algorithm is used together with a pattern matching technique based on auto and cross correlation functions.

 
 Keywords

 Powder Diffraction
Structure Solution
Global optimization
Genetic algorithms


    
  


 Comments

 
You are signed in as . Your name will appear
with any comment you post.

 
Comments are not moderated before they are posted, but they can be removed
by the site moderators if they are found to be in contravention of our

Commenting Policy
[opens in a new tab] 
- please read this policy before you post. Comments should be used for
scholarly discussion of the content in question. You can

find more information about how to use the commenting feature here
[opens in a new tab] 
.

 







 
300 words allowed

 
You can enter up to 300 words.
 
 Post comment
 Log in or register with
ORCID to comment 
Comments are not moderated before they are posted, but they can be removed
by the site moderators if they are found to be in contravention of our

Commenting Policy
[opens in a new tab] 
- please read this policy before you post. Comments should be used for
scholarly discussion of the content in question. You can

find more information about how to use the commenting feature here
[opens in a new tab] 
.




 
This site is protected by reCAPTCHA and the Google

Privacy Policy
[opens in a new tab] 
and

Terms of Service
[opens in a new tab] 
apply.


 


    Version History
 
Mar 07, 2019 Version 1




  Metrics
 

 
3,185

 
979

 
0


 Views
 Downloads
 Citations






  
 License
 [image: CC logo] CC

 [image: BY logo] BY

 [image: NC logo] NC

  [image: ND logo] ND

 
 
The content is available under
CC BY NC ND 4.0 [opens in a new tab] 


 DOI
 10.26434/chemrxiv.7808351.v1
 D O I: 10.26434/chemrxiv.7808351.v1 [opens in a new tab] 

 Funding
   This research was supported by the Technology Foundation STW, applied science division of NWO and the technology program of the Ministry of Economic Affairs.
 

 
Author’s competing interest statement

 no conflict of interest

     Share
 

 


 



  How to submit
Browse
About us
 
News
[opens in a new tab] 

 Technology Provided By
 [image: Cambridge University Press home]

 [image: ChemRxiv home] ISSN 2573-2293 (Online) ChemRxiv Archive



 Legal Notices
Privacy Policy
Accessibility
Contact and Help
Public API

 [image: RSS feed for ChemRxiv ]    




 
1.0.2737







