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40_Zr.plot Wave Functions
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40_Zr.plot ARCTAN(Log Derivatives)

T T T I I
,,,,,,,,,,,,,,,, X P full
| \ P2 pseudo
B \

A\
| x
>
\
A N
- “
L'}
N
X
- ® o -
! 1 1 I :
3 2 -1 0 1 2

Energy (Ha)




0.7
0.6
0.5
0.4
0.3
0.2
0.1

-0.1
-0.2
-0.3
-0.4

40_Zr.plot Wave Functions

D full
D pseudo = ==-

0.5 1 1.5 2 2.5 3 3.5 4 4.5
Radius (a_B)




0.8

0.6

0.4

0.2

40 Zr.plot Projector Wave Functions

D1 pseudo
D2 pseudo

2.5 3 3.5

Radius (a_B)




40_Zr.plot ARCTAN(Log Derivatives)

D full
D2 pseudo = ===

Energy (Ha)




40_Zr.plot ARCTAN(Log Derivatives)

F o full

FO pseudo = ===

Energy (Ha)




0.01 |

0.001 |

0.0001 T

1e-05 |

40_Zr.plot Energy Error per Electron (Ha)

14 16
Cutoff Energy (Ha)

18

20

22

24



