fh 222248 1997 55 (11): 1041-1046  ISSN: 0567-7351 CN: 31-1320/06

F DVRJ7 ¥:F 5% Ar-HFEHI1 Ar-DF IR 4R 7 Ot i

S L U ZE A AT

U1K 2405 25 00 T K 2240 2 2

WRHE BRI WEREMEN %% HH

T RSO B AR R R (DVR) AR T Ar-HFRIAT-

DFRRMHRE GG . XX A ZR I OO B 1 IR 4 e g, FIDVRINEMS B THEE S S50 25 K+,
R ZE— /N T0.2em-"1, S5 K A 22 2R 0.24emn-A LA Ar-HF ) (1113)

o HITFL R SHutsonSE HRL A FLIE R BT 8B 45 R A3, (AT (3210) 4R 3 e 44 11X (3002)-(3110)
AIIREG o FHE, AR SCVT ST 45 W 0T B I

KEEE & RE WA BRI LR A TR I 4
R 064

B L

Studies of the rovibrational energy levels of Ar-HF and Ar-DF molecules by using DVR method
Y AN GUOSEN,XIE JUNKAI,XIE DAIQIAN

Abstract The rovibrational energy levels of van der Waals complexes Ar-HF and Ar-DF have been obtained by using a
numerical calculation based on the discrete variable representation (DVR) method. These calculated energy levelsarein
good agreement with the observed levels. The higher-order angular anisotropy and the vibrational depdndence of the
intermolecular potential energy surface have been investigated by comparision between the calculated and observed
values. Theisotopic shift rule of the van der Waals stretching and bending vibrational frequency of Ar-DF relative to Ar-
HF system has been obtained from DVR calculation of these sysem. The blue shift effects of the van der Waals
vibrational frequencies with v appears when HF stretch vibrational excitation is increased.
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