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dataset of
aCCurate re_in rO rsemi—exp—vib rsemi-exp-elec
equilibrium
Structures for By nuy 1.0269 1.02431(6) 1.02416(4) 1.023618(2)
m A Irinn 102.24 103.296(8) 103.090(6) 103.1488(3)
_ ‘ c 5%10-6 2x10% 5%x10°
Experimental
Bg
it 1.3213 1.3110(9) 1.31345(4) 1.31349(2)
3y~ i 1.5767 1.5668(7) 1.56388(3) 1.56379(2)
s 2.7x105 4x108 1x10-8
LEAST SQUARES FIT
PROCEDURE
Computational fcan 1.0637 1.0163(8) 0.9410(6) 0.9410(6)
AB (i) leico 1.2440 1.255(2) 1.270(1) 1.270(1)
AB! Feacs 1.3312 1.327(2) 1.310(2) 1.310(1)
theory ele = 0.20 0.12 0.11
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