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1. 3 x 107717
Molecule Method (dia) &(para) &(total) Exptl.*
0O, NR -572.0 394.6 -177.4 -176
16 SF -571.8(+0.2) 395.2(+0.6) -176.6(+0.8)
SF+1SO -571.8(+0.2) 395.3(+0.7) -176.5(+0.9)
SF+1SO+2SSd -571.8(+0.2) 395.2(+0.6) -176.6(+0.8)
S, NR -3431.7 2351.7 -1080
32 SF -3430.1(+1.6) 2354.3(+2.6) -1075.8(+4.2)
SF+1S0O -3430.1(+1.6) 2355.5(+3.8) -1074.6(+5.4)
SF+1SO+2SSd -3430.1(+1.6) 2355.0(+3.3) -1075.1(+4.9)
Se, NR -8534.8 3288.1 -5246.7
68 SF -8523.1(+11.7) 3309.6(+21.5) -5213.5(+33.2)
SF+1S0O -8522.8(+12.0) 3345.7(+57.6) -5177.1(+69.6)
SF+1SO+2SSd -8522.8(+12.0) 3326.6(+38.5) -5196.2(+50.5)
Te, NR -17571.1 5259.8 -12311.3
104 SF -17530.8(+40.3) 5358.4(+98.6) -12172.4(+138.9)
SF+1SO — — —
SF+1S0+2SSd — — —
" H. Kling et al., ] Chem Phys 78, 4309, (1983)
—  Generalized Unrestricted Hartree-Fock SCF
2. x 107717
Molecule Method &(dia) &(para) &(total)
SeH, NR -778.5 157.5 -621.0
36 SF -773.4(+5.1) 157.0(-0.5) -616.4(+4.6)
SF+1S0 S773.4(+5.1) 157.8(+0.3) -615.6(+5.4)
SF+1S0+2SSd -773.4(+5.1) 157.7(+0.2) -615.7(+5.3)
TeH, NR -1136.3 241.8 -894.5
54 SF -1118.6(+17.7) 238.6(-3.2) -880.0(+14.5)
SF+1S0O -1118.7(+17.6) 244.4(+2.6) -874.3(+20.2)
SF+1SO+2SSd -1118.7(+17.6) 243.4(+1.6) -875.3(19.2)




