
Moderne Methoden der 
Strukturbestimmung

Modern Methods of StructureDetermination

Dr. Günther Thiele



Whatyouwill learn.. 

ÅOverviewof availablemethodsat FU Berlin

ÅDetailedknowledgeon the most important methods

ÅMeasurement ςData Analysis ςRefinementof Single Crystal 
Structures

ÅMeasurement ςData Analysis ςEvaluation of PowderPatterns

ÅDiscussion, Presentationand Publicationof StructureResults



Whenand whatand where?

Tuesdays, 1pm ς5pm, Seminar Room (check whichoneon 
homepage), Everyone

24.10 ς12.11 groupsof three, eachgrouponeevening(5pm)
online signup(link: homepageAG Thiele) 
@basement, meetingin front of the elevator. 

13.11, 20.11, 04.12Insteadof the Lecture(Seminar Room, 1pm ς5pm)

18.02 ς22.02 (online signup)
groupsof three, 45 minutesper group
Presentationof the Refinement, the Publication, 
and discussionof the suitableanalytics.



Time Schedule

Lecture
DiffractionTime

Exam



Lectures: Tuesdays, 1pm –5pm 
16.10.2018 Organization and Overview Methods Thiele

23.10.2018 Theory of Single Crystal Structure Determination Thiele

30.10.2018 Theory of Single Crystal Structure Determination Thiele

06.11.2018 Theory of Single Crystal Structure Determination Thiele

13.11.2018 Hands-on Session Refinement Thiele/Steinhauer/Hagenbach

20.11.2018 Hands-on Session Refinement Thiele/Steinhauer/Hagenbach

04.12.2018 Publication Training Thiele/Steinhauer/Hagenbach

11.12.2018 Powder Diffraction, Energy Dispersion and X-Ray FluorescenceThiele

18.12.2018 Solid State NMR Steinhauer

08.01.2019 Electrochemical Methods Sarkar

15.01.2019 Electron Pair Resonance Sarkar

22.01.2019 Mass spectrometry Springer

29.01.2019 IR/Raman/Matrix/IMMS Riedel/Pagel

05.02.2019 UV-Vis/Fluorescence Kulak



Single Crystal StructureDetermination

1) Synthesis of Compounds

2) Crystallization

3) Sample Preparation

4) Sample Measurement

5) Data Integration 

6) StructureRefinement

7) StructureAnalysis, Presentation

8) StructurePublication



Howto crystallize?

ÅSolvent evaporation

ÅSolvent diffusion

ÅTemperaturegradient

ÅConcentrationgradient

Ideal Crystal Size for the
IPDS 2T: 1 mm eachside



Information & Slides & Online SignUp

Homepage FU Berlin > BCP > Chemie> AG Thiele > Lehre> Strukturkurs

Your To-Do-List
1) Crystallize something
2) Set up your laptop
3) Find your group (three people)
4) SignUpOnline for Diffraction time
5) SignUp@ BlackboardFU
ƻǊ ƻƴ ǇŀǇŜǊ όάalte Prüfungsordnungάύ

Forthe diffraction time: 
At the sign-up date: be there at 5:45 pm with yourcrystals
The nextday: be there at 5:15 pm with yourcrystals(PXRD) 



Questions ?

This Modul will be evaluated(January?). Pleaseparticipateto giveyour input on how to improveit.


