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qul’lB:OD Se “AzuBz()D
HC=2.5D N\ MC=O'4D HA=IJB=OD
= u. = 0.05 D*
*PBEh-3c
rotational constants Mh By > B. \
A =396.3518(1) MHz GED+MW
B =158.91216(8) MHz structure refinement

C =158.83150(8) MHz GED — r, — r, /
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GED

_ IR

1.62 1.63 1.64 1.65 1.66
d(c_c)central / A

Firefly 8.1.1, Linux, MPICH1, 40 HOL sl

XRD

GED

GED+MW
B3LYP/cc-pVTZ
TPSS/cc-pVTZ
HF/cc-pVTZ
B97-D3/cc-pVTZ
B3PW91/cc-pVTZ
TPSS-D3/cc-pVTZ
B3LYP-D3/cc-pVTZ
wB97XD/cc-pVTZ
PBEO/cc-pVTZ
MO06-2X/cc-pVTZ
PBEh-3c
SCS(1.2;2/3)-MP2/def2-QZVP
PBEO-D3/cc-pVTZ
B3PW91-D3/cc-pVTZ
PW6B95-D3/def2-QZVP
ae-MP2/cc-pwCVTZ

Okca-gnmep [Oumep

1.643(1)
1.632(9)
1.632(5)
1.662
1.658
1.652
1.651
1.646
1.642
1.642
1.638
1.637
1.636
1.632
1.629
1.628
1.627
1.626
1.622

1.647(4)
1.630(5)

1.674
1.668
1.664
1.662
1.657
1.652
1.653
1.648
1.648
1.647
1.642
1.640
1.638
1.636
1.636
1.633
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