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Nowadays the amount of XRD data to be analysed is drastically increasing by faster and more powerful Lab- as well as Synchrotron 
equipment. Additionally, the “depth” and complexity of structural analysis is increasing. In the past only well-ordered crystalline 
materials were deemed worth of analysis, for example by the Rietveld [1] method. Currently analysis shifts more and more to samples 
and methods for amorphous and semi-amorphous (nano) materials, in that case applying PDF analysis [2] and fitting. On top of this an 
increasing amount of Big Data methods are available, which can both simplify and speed up the analysis, like e.g. clustering, but may 
also be used to visualize hidden relations, using for example the t-SNE [3] method, Principal Component Analysis [4] or MMDS [5]. 
Combining all these highly domain specific and general methods can be a daunting task. In the analysis package HighScore(Plus) [6] 
all these methods can be automated by just dragging customizable analysis, treatment, report and scripting steps into a flowchart. 
Executing these complex flowcharts can be fully automated, and all time-consuming fitting tasks are highly parallelized. Automated 
workflows can include quick searches on free (COD database [7]) and commercial databases like ICDD PDF-5+ or the CSD [8] too, 
to find the closest matches and to extract the best physical models for subsequent fitting. In this presentation we give a short 
introduction how complete and complex workflows can be automated and easily transferred from one to another PC. 
 

 
Figure 1. Example of an analysis flowchart (left) and a t-SNE plot (right), comparing fitting results of different structure solutions [9]. 
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