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Table 1. Interaction energy of open-shell intermolecular complexes (in cm™).

LC-BOP

Mult.  LC-BOP "LRD B97-D MO06-2X MP2 CCSD(T)
OH--CO 2  -6142 (709) -693.1 (8.1) -645.0 (40.1) -630.9 (542) -757.6 (-72.5) -685.1
NH-NH 5  -620.5 (02) -6944 (-73.7) -457.6 (163.0) -623.6 (-2.9) -637.2 (-16.6) -620.6
OH'-N, 2 3511 (95.6) -4345 (122) -357.9 (88.8) -375.1 (71.5) -4733 (-26.6) -446.7
NO-“H,0 2  -291.0 (1433) -3825 (51.8) -501.7 (-67.4) -413.5 (20.8) -240.1 (194.2) 4343
SH--N, 2 79.6 (149.6) -192.3 (36.9) -182.7 (46.5) -1102 (119.0) -272.1 (-42.9) 2292
0,0, 5 287 (144.8) -140.6 (24.5) -12.1 (104.0) -157.5 (-41.4) -150.6 (-34.5) -116.1
CN--Ne 2 75 (42.5) 417 (67) 523 (-174) 580 (-23.1) 303  (4.6) 35.0
NH--He 3 1.1 (21.1)  -168 (6.8) -49 (5.1) -38.1 (28.1) -39  (6.1) -10.0
MD (83.5) (-2.4) (45.3) (21.2) (1.5)
MAD (83.5) (27.6) (66.5) (45.1) (49.8)
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