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Table 2 of the title article [1] lists the absolute values of the coefficients Ctm ~'~ and 
does not specify their sign. The following 12 coefficients with labels (/~, v, l, m) are 
negative: 

(p~, p,, 2, 0), (p~, p,~, 2, 0), (pe, pe, 2, 2), (p,~, d¢, 1, 1), (pe, d~, 1, -- 1), 

(pn, da, 1, - 1), (d~, da, 2, 2), (d,,, d(r, 2, - 2), (d~, d~, 2, 2), (d~, d~, 2, - 1), 

(da, d~, 2, 0), (ds, dg, 2, 0). 

Equations (22)-(26) in [1] contain typographical errors. They should read: 

(p~V)-, _ [(p~p)z + (DT)Z]-,/2 = 4G~se/3 = 4hsp, (22) 

(p~a)-, _ [(p~d)2 + (D~d)2]-,/2 = 16G~a/15 ' (23) 

PP 2 -- 1/2 4 2 = (p~p)-, _ 2[(p~,)2 + (D 2 ) ] + [(p~p)2 + 2(DzpP)2]- 1/2 = 2 F~,p/25 Shin,, 
(24) 

( p 2 d ) -  1 __ 2 [ ( p 2 d ) 2  _.}_ ( D 2 d ) 2 ]  - 1/2 .q_ [ ( p 2 a ) 2  _}_ 2(D2a)2-]- l /2  = 8G2d/5 = 8hsa, (25) 

(p~d)- 1 _ 2[(pdd)2 + (Ddd)2] -1/2 + [(pa2d)2 + 2(Dd2a)2]-,/2 = 24F2d/49. (26) 

The right-hand side of Eqs. (23) and (26) can be expressed as 4hp.,1. and 8hd.d~, 
respectively, if multipole interactions beyond the quadrupole are neglected (other- 
wise only by linear combinations of one-center exchange integrals). In the spirit of 
the original derivation, an alternative choice for the right-hand side of Eq. (23) 
would be 4 @all5 which would lead to minor changes in the numerical results that 
can be absorbed by a very slight adjustment of the a parameter. 

In summary, the M N D O / d  integral formalism is defined by the original 
formulas [1] with the modifications listed above (concerning the signs of the 
coefficients c~ and Eqs. (22)-(26)). Our computational implementation [2] of 
M N D O / d  has always been based on this definition. Hence, the published numer- 
ical results [3-5] remain valid. 
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