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NOMO/HF  NOMO/MP2 Table 1. Internuclear distances (A) calculated by the
NOMO/HF and NOMO/MP2 methods. The
deviations from experimental values are shown
in parentheses.
Table 1 Molecule NOMO/HF NOMO/MP2 Exptl.
MAE H, 0.7764 (0.0254) 0.7694 (0.0184) 0.7510
D, 0.7642 (0.0160) 0.7571 (0.0089) 0.7482
RMS T, 0.7587 (0.0118) 0.7504 (0.0035)  0.7469
NOMO/MP2 Li, Li, 27976 (0.1177) 25611 (-0.1188)  2.6799
C, 1.2393 (-0.0063) 1.2457 (0.0001) 1.2456
NOMO/HF N, 1.0660 (-0.0341) 1.1016 (0.0015)  1.1001
Li, Na, F, 1.3258 (-0.0917) 1.3818 (-0.0357) 1.4175
Na, 3.2007 (0.1175) 3.0099 (-0.0733)  3.0832
NOMO/HF P, 1.8557 (-0.0401) 1.9001 (0.0043) 1.8958
NOMO/MP2 Cl, 1.9823 (-0.0086) 1.9896 (-0.0013)  1.9909
MAE (0.0469) (0.0266)
MAE RMS (0.0632) (0.0461)
NOMO/HF 0.0469 A
NOMO/MP2 0.0266 A NOMO/MP2

NOMO/MP2
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X =H Fig. 1. Geometry of HsNX"...XBeH.
NOMO/MP2 NOMO/HF Table 2. Bond distances (A) of HNX"...XBeH by the NOMO/HF method.
R (Xg-Xp) 02 A X=H X=D X=T
R (H-N) 1.0103 1.0104 (0.0001) 1.0104 (0.0001)
R (N-X,) 1.0491 1.0408 (-0.0083) 1.0371 (-0.0120)
R(X4-Xp)  1.7252 1.7316 (0.0063) 1.7343  (0.0090)
R(X,-Be) 1.3789 1.3710 (-0.0079) 1.3674 (-0.0115)
R(Be-H)) 1.3162 1.3164 (0.0001) 1.3165 (0.0003)
NOMO/HF NOMO/MP2
Y D T Table 3. Bond distances (A) of HsNX*...XBeH by the NOMO/MP2 method.
X=H X=D X=T
R(X5-Xs) R(He-N) R(H-N) 10231 10232 (0.0001) 10233 (0.0002)
R(X,-Be) R (N-X,) 1.0635 1.0582 (-0.0053) 1.0556 (-0.0080)
R(X-Xp) 15573 15731 (0.0158) 1.5662  (0.0089)
X H D R(XaXp) R(Xy,-Be)  1.3693 1.3663 (-0.0030) 1.3622 (-0.0071)
NOMO/HF 0.0063 A R(Be-H) 1.3134 1.3135 (0.0001) 1.3128 (-0.0006)
NOMO/MP2 0.0158 A Table 4. Interaction energies of H;NX'...XBeH by the NOMO/HF and
NOMO/MP2 methods.
Method X _ Energy (hartree) _ AE
H;NX XBeH H;NX'...XBeH (kcal/mol)
H -56.5186 -15.7307 -72.2620 -7.9765
NOMO/HF D -56.5298 -15.7416 -72.2840 -7.9293
T -56.5349  -15.7467 -72.2942 -7.8741
H -56.7280 -15.7960 -72.5399 -10.0311
NOMO/MP2 D -56.7367 -15.8044 -72.5568 -9.8761
3 T -56.7406  -15.8081 -72.5644 -9.8313
10°A
Table 4 (
) AE NOMO/HF NOMO/MP2
H,D,T
NOMO/HF NOMO/MP2 2 kcal/mol AE
NOMO/MP2
AE  X=H X=D, T
NOMO/MP2
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