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The

 

delafossite

 

class

 

of materials

 

offers

 

a large variety

 

of 
phenomena

 

resulting

 

from

 

a broad

 

spectrum

 

of chemical

 

compositions

 

crystallizing

 

in a common

 

structure. Physical

 

properties

 

are

 

strongly

 

influenced

 

by

 

the

 

low

 

dimensionality

 

and 
include

 

exceptional

 

electronic

 

conductivities

 

and exciting

 

magnetic

 

ordering

 

effects. This

 

has attracted

 

much

 

interest

 

in 
these

 

materials

 

for

 

reasons

 

of both

 

fundamental interests

 

and 
applications. In my

 

talk

 

I will discuss

 

some

 

of the

 

delafossite

 

materials

 

from

 

the

 

point of view

 

of state-of-the-art

 

DFT

 

 
calculations.

The

 

calculations

 

are

 

based

 

on a new

 

all-electron

 

full-potential

 

spherical

 

wave

 

based

 

code, which

 

has proven

 

to be

 

both

 

very

 

accurate

 

and efficient. The

 

basic

 

ideas

 

of this

 

breakthrough

 

in 
method

 

development

 

will be

 

also briefly

 

sketched

 

in this

 

talk.
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