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ERRATUM 

J. Zupan: Computer Program for the Evaluation of Overlap Integrals, 
Croat. Chem. Acta 46 (3) (1974) 199-207. 

At the end of the program listing (p. 206) the following funcbions should 
be added: 

c 
c 
c 
c 
c 

c 
c 
c 
c 

FUNCTION AIFN•PI 

INEG~AL 41FN • PI WHERE 

DIMENSION FAKllll 

FN IS ANY REAL NUM8EK EXCLUDING 
NEGATIVE INT EGEKS 
P IS ANY NONZERO REA L NUMBER 

DATA FA~11.oooooooooo.o.9513507699o0.91Bl687424o0.89747Ub9&3• 
X0.8872638175o0,88&22692S510.8935153493o0.908638732910.9313BJ7710o 
X0.9617658319•1•00000000/ 

S=l • 
G=l. 
!T=lO.*P•lO, 
IFIFN.GE.-0,0001,AND.FN.LE•O.ODOll 
IFIFNI 1006020 

6 A=EXPl-Pl/P 
RETURN 

10 NF=ARSIFNl•l 
REL = F~••NF 

C·IJ TU l 
20 NF=IFIXIA8SIFNll 

REL=FN-NF 
CONT p,IJE 
NT =!FIXI REL*!0.•0.0011•1 
DO 2 J=2.J T 
S=S*P/IREL•JI 
G=G•S 

2 CONTINUE 

GO TO 6 

A=FAKINTl/IP**IREL•l,I 1- EXPl-Pl*IGl/IREL•l.l 
IFINF.fQ,01 RETURN 
IFIFN.LT.U.J GO ·TO 4 
DO 3 J=l•NF 

J A=lfXPl-Pl•IREL•Jl*Al/P 
RE TURN 

4 DO 5 J= l•NF 
5 A= ( P*A~~XP{-P))/(R(L-J•ll 

RETURN 
END 

FUNCTION BIK•POI 

!NTEC,RAL 8 IK •RO I WHERE 

10=-l 
!Fl IFL<l<\Tlr<l/2-K:/21 ,EQ,0,1 !D=l 
! Fl!U.EQ.l.A~D.RO.FU•O~I GO TO 3 
fi.=O. 

K IS NOT NEGATIV INTEGER AND 
RO IS ANY R~~l NUM~ER 




