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The model for quantum tunneling of a diatomic molecule through repulsive barrier is formu-
lated as a 2D boundary-value problem for the Schrédinger equation. In polar coordinates
this problem is reduced using the Kantorovich expansions to the boundary-value problem
for a set of second-order ordinary differential equations with third-type boundary conditions.
The coefficients of these differential equations (effective potentials) are integrals of product
of the basis functions and/or their parametric derivatives. Symbolic-numeric algorithm of
evaluation of asymptotes of basis functions and effective potentials at large value of radial
variable is presented.
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Mojiesib  KBAHTOBOI'O TYHHEJUPOBAHUS JIByXaTOMHON MOJIEKYJIbl 4€pe3 OTTaJKUBAIONIUI
bapbep chopMyIupoBaHa B BUJie ABYMEPHOI KpaeBoil 3aiaun jiig ypasuenus [peaunrepa.
C momompio paszyiokennsi KanTopoBmda WCXOgHAS 3372493 B MOJAPHBIX KOOPAMHATAX
peaynupyeTcsd K KpaeBoil 3amade I CHUCTEMBl OOBIKHOBEHHBIX JIuddepeHITnaIbHbIX
VPaBHEHWH C TPAHUYHBIMHU YCJOBHSAMH TPEThero poja. KosdbdunmeHTsl 3TON cHuCTEMBI
(3bdbeKTUBHBIE TTOTEHINANBI) BHIYUCISIIOTCS KAK HHTETPAJIBl OT TPOU3BEICHUsT OA3UCHBIX
dbyHKIMIA /WM UX TPOM3BOAHBIX 10 Tapamerpy. llpencTaBieH CHMBOJBHO-YHCICHHBIN
AJITOPUTM BBIYUCICHUS aCUMITOTUK 0Aa3UCHBIX (DYyHKIWH 1 3D(PEKTUBHBIX TTOTEHITUAIOB TIPU
OOJIBIINX 3HAYEHUAX PAJIMAJIbHON IepeMeHHOM’.



