Moderne Methoden der
Strukturbestimmung

Modern Methodsof StructureDetermination

Dr. Gunther Thiele



Whatyouwill learn.

AOverviewof availablemethodsat FU Berlin
ADetailedknowledgeon the mostimportant methods




Whenandwhat andwhere?

%@@% ?@% Tuesdayslpmg¢ 5pm, Seminar Room (cheakichoneon

homepage, Everyone

24.10¢12.11 groupsof three, eachgroupone evening(5pm)
%%%@@@% online signup(link: homepageAG Thiele)

@basement meetingin front of the elevator
@@@@E@@g 13.11, 20.11, 04.1khsteadof the Lecture(Seminar Room, 1pm5pm)

18.02¢ 22.02 (onlinesignup

Z%@ m groupsof three, 45minutesper group

Presentationof the Refinementthe Publication
anddiscussiorof the suitableanalytics
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LecturesTuesdayslpm—5pm

16.10.2018
23.10.2018
30.10.2018
06.11.2018
13.11.2018

20.11.2018

04.12.2018

11.12.2018
18.12.2018
08.01.2019
15.01.2019
22.01.2019
29.01.2019
05.02.2019

Organization and Overview Methods Thiel

Theory of Single Crystal Structure Determinatio

Thiele
Thiele

Theory of Single Crystal Structure Determinati
Theory of Single Crystal Structure Determinati

Handson Session Refinement Thiele/Steinhauer/Hagenbach

i@%&@%@@nieIe/Steinhauer/Hagenbach

Thiele/SteinhauefHagenbach

Handson Session Refinement

Publication Training

Powder Diffraction, Energy Dispersion anBay FluorescenceThiele

Solid State NMR Steinhauer
Electrochemical Methods Sarkar
Electron Pair Resonance Sarkar
Mass spectrometry Springer
IR/Raman/Matrix/IMMS Riedel/Pagel
U\-Vis/Fluorescence Kulak

%A Session for
Ingtallations: 06.11. Spmm



Single Cryst&@tructureDetermination

1) Synthesisf Compounds
2) Crystallization
3) Sampld’reparation

(T %
2 é
‘ Z Z

@basernent
4) Sample Measurement First evening 5:45 pm
5) Data Integration Second evening 5:15 pm
6) StructureRefinement Tuesday'’s Hands-On Sessions

7) StructureAnaI.yS|s.Presentat|o Tuesday’s Hands-On Sessions
8) StructurePublication Evann




Howto crystalliz@

ASolventevaporation
ASolventdiffusion

ATemperaturegradient ?h@ %@W@? %h@

AConcentratiorgradient .
Crystallization

Process, m %ﬁ% the

|deal Crystal Sider the
IPDS 2T: 1 memachside




Information & Slides & OnlirfgagnuUp

Homepage FU Berlin > BClemie> AG Thiele behre> Strukturkurs

L= fu-berlin.de

Startseite Mitarbeiter/innen  Standorte  Sitem:

Freie Universitit | Berlin
3 /O 1948-2018 DE Vv Direkizugang v mit Google™ st

. \¢
YO u I I @ o I I S l Fachbereich Biologie, Chemie, Pharmazie | Chemie/Biochemie | Chemie
NACHWUCHSGRUPPE THIELE

DR. GUNTHER THIELE TEAM FORSCHUNG LEHRE KIEZNERDS PUBLIKATIONEN FORSCHUNGSPRAKTIKA SEMINARE

1) Crystallize something : s s : S

2) Set u p yo ur |apt0 p Strukturkurs - Wintersemester 2018/19
3) Find your group (three people) et 3101 e e e o s o
4) Slgnumnllne for D|ffract|on tlme First Meeting: 16.10.2018

The excercises will be hands-on sessions at the diffractometer in groups of three. If possible, please

. bring your own cristalline material for measurements. Meeting point will be in the basement in front of
I g n aC O ar the elevators.

Dates for the diffractometer sessions are available between the 23.10.18 and 13.11.18,

2NJ 2y dligPul8rgdo@ung 0

Grading will be based on a presentation of the refined structure, the article manuscript and a discussion
of the suitable analytical methods. Presentations and discussions will be in groups of three, 45 min. in
total. Dates will be made available here once the number of participants is obtained.

Sessions overview:

Forthe diffractiontime:
At the signup date: be there at 5:45pm with your crystals
Thenextday. be there at 5:15pm with your crystals(PXRD)



Questions ?

This Modul wilbe evaluated(January). Pleaseparticipateto giveyourinput on how to improveit.



