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PROGRAM EXCHANGE

XK RXEHXKXEXKEXXKRXXKXXHXKRXKXNXKXNRXKRXXX
PI=4. «x ATAN(1.)
KX KX XXAXXKXXEXXXKXXXXXXKXNKRXHRXXXXX
OPEN (7,FILE="ex. in")
READ (7, %) X0,Y0,Z0
p c X0,Y0,Z0: the size of space for integral
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READ (7, x ) NX,NYZ
NX,NYZ: the number of grides for each direction
CLOSE (7)

OPEN (15,FILE="exchange’)
R=0.5
distance between two atoms R=R+1 (I=1,9)
DO I=1,9
XTOT=R % X0
YTOT=R * YO
ZTOT=R % Z0

XTOT,YTOT,ZTOT: the size of space for integral
XSTEP=XTOT/FLOAT(NX)
YSTEP=YTOT/FLOAT(NYZ)
ZSTEP=ZTOT/FLOAT(NYZ)

EXINT=0.

DO X1=—XTOT/2. ,XTOT/2. ,XSTEP

DO Y1=—YTOT/2. ,YTOT/2. ,2YSTEP

DO Z1=—ZTOT/2. ,ZTOT/2. ,ZSTEP

DO X2= —XTOT/2. +XSTEP/2. ,XTOT/2. ,XSTEP

DO Y2=—YTOT/2. +YSTEP/2. ,YTOT/2. ,YSTEP

DO Z22=—ZTOT/2. +ZSTEP/2. ,ZTOT/2. ,ZSTEP
R1AX=X1+R/2.
RI1IAY=Y1
R1AZ=171

R1A=SQRT(RI1IAX % % 2+RIAY * % 2+RI1AZ % »2)
R1BX=X1—R/2.
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