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Table 1. Equilibrium distances of rare gas dimers Table 2. Interaction energies of rare gas dimers and

and rare gas-halogen interactions (in A). rare gas-halogen interactions (in cm™).
LC-BOP+LRD LC-BOP+D  CCSD(T) LC-BOP+LRD LC-BOP+D  CCSD(T)
He, 296 (-0.02) 2.99 (0.01) 298 He, 10.1  (2.7) 100 (2.7) 7.3
Ne, 3.09 (-0.01) 295 (-0.15) 3.10 Ne, 38.1 (94 44.8 (l6.1) 28.7
Ar, 3.78 (0.00)  3.71 (-0.07) 378 Ar, 1240 (27.1) 1299 (33.0) 96.9
NeF 294 (-0.02) 272 (-0.24) 296 NeF 635 (25.7) 1004 (62.6) 37.8
ArF 3.10 (-0.09) 297 (-0.22) 319 ArF 1443 (66.5) 201.6 (123.8) 77.8
HeCl 3.28 (-0.06) 3.08 (-0.26) 334 HeCl 483 (193) 613 (32.3) 29.0
NeCl 3.34 (-0.03) 3.19 (-0.18) 337 NeCl 913 (342) 1153 (58.3) 57.1
ArCl  3.56 (0.08) 3.50 (0.02) 3.48 ArCl 2133 (42.6) 244.6 (73.8) 170.8

[RLER (2) : RUBVZEK]
NUB ROV EEESE R 22 (S
Tz & & DFE RO R T >y Ll
#i% Figure 1 (27”9, LRD IEOHHIC X
> T, MAMEM=RLF =03 K HN
L7cZ &R bohd, SHIMIE S
BT RILE—(0.56 eV), HrF A3
A)lE CASPT2 JEIT X % 351 (0.42 eV,
3.05 ATz E(>0.36 eVP!, 3.0-3.6 A
CNZEWMEE 720, FhERRE TS /37
FIESEEE ToH 5 AIREMEDNVRIR S 172,
2.0 3.0 4.0 5.0 6.0

Y HIERhEIRAE DK FERE ST LRD 4 R (A)

ZWH LIZRERS, B OIS R EY ) Figure 1. Potential energy curves of the first excited-state
WIZOWNWTIRRB FETH A, sandwich benzene dimer by TDDFT calculations.
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