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% A formulation previously presented by the authors for coulomb integrals was generalized to other two-center
integrals, except exchange integral. Within this frame, molecular integrals were expressed in terms of some new functions
closely related to the well-known incomplete gamma functions and these functions recursively evaluated. Special issues
arising in the case of hybrid integrals were addressed, and the results were compared with the ones found in the literature.
JHEiE  overlapintegral hybridintegral coulomb integral Slater type orbital elliptical coordinate

\ K It
mR

Evaluation of Two-center One- and Two-electron

Integrals over Slater Type Orbitals

YAKAR Yusuf*'1, ©,ZMEN Ayhan?, ATAV U, |fet?

1 Department of Physics, Faculty of Arts and Science at Aksaray, Nigde University, Aksaray, Turkey
2 Department of Physics, Faculty of Arts and Science, Selcuk University, Konya, Turkey

Abstract A formulation previously presented by the authors for coulomb integrals was generalized to other two-center
integrals, except exchange integral. Within this frame, molecular integrals were expressed in terms of some new functions
closely related to the well-known incompl ete gamma functions and these functions recursively evaluated. Special issues
arising in the case of hybrid integrals were addressed, and the results were compared with the ones found in the literature.

Key words overlap integral  hybrid integral coulomb integral Slater type orbital €liptical coordinate

DOI:

T REIfE

AIAE B
¥ Supporting info
» PDF(OKB)
¥ [HTML 4> ] (0KB)
b 22 SR
ik 55 5 I ot
P HEASCHERF S I K
b IR TIAR
PN HE PR
F IR
+ Email Alert
b S A5
25 S BHE B
KA B
F AF]h 445 “overlap integral” i)
PR SR ARG S

- YAKAR Yusuf

- Ouml
- ZMEN Ayhan
= ATAV Uuml
- lfet

i IREE YAKAR Yusuf yuyakar@yahoo.com




