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/home/kookkik/nong/ZnO4cell
THE PROCESS ID IS: 25950
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NFI GEMAX  CNORM ETOT DETOT TCPU

1 2.394E-01 1.052E-02 -569.599955 0.000E+00 18.32

ELECTRONIC GRADIENT:

MAX. COMPONENT = 4.69589E-06 NORM = 3.32368E-08
NUCLEAR GRADIENT:

MAX. COMPONENT = 3.23886E-02 NORM = 2.72038E-02

TOTAL INTEGRATED ELECTRONIC DENSITY
IN G-SPACE = 144.000000
IN R-SPACE = 144.000000

(K+E1+L+N+X) TOTAL ENERGY = -583.25148119 A.U.

(X) KINETIC ENERGY = 620.12629220 A.U.

(E1=A-S+R) ELECTROSTATIC ENERGY = -457.77103603 A.U.

) ESELF = 478.73073648 A.U.

®R) ESR = 1.47630993 A.U.

(L) LOCAL PSEUDOPOTENTIAL ENERGY = -37.58375218 A.U.

(N)  N-L PSEUDOPOTENTIAL ENERGY = -611.11569326 A.U.

(X) EXCHANGE-CORRELATION ENERGY = -96.90729192 A.U.
GRADIENT CORRECTION ENERGY = -2.21613211 A.U.
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