Convergence tests for C.pbe-rrkjus.UPF, courtesy of Nicola Marzari and Young-Su
Lee:

e Total energy of graphite, 6x6x4 k-point grid, ecutwfc=24, 26, 28, 30, 32 ;
ecutrho = 160, 200, 240
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e Total energy of diamond, 4x4x4 k-point grid, ecutwfc=24, 26, 28, 30, 32 ;
ecutrho = 160, 200, 240

Graphite (6x6x4)
160 Ry

[ ' [

E (Ry/atom)

200 Ry

240 Ry

-11.3930

-11.3935—

-11.3940 —

-11.3945—

-11.3950 —\

— 24
28

-11.3955
4.6



