
-17.265
-17.264
-17.263
-17.262
-17.261
-17.260
-17.259
-17.258
-17.257
-17.256
-17.255
-17.254
-17.253

DFT 0.2 0.5 0.75 1.0 1.75 2.5 3.8 5.78.5 FCI

E D
M

C

µ

VDZ-BFD
VTZ-BFD


