Bond distance (A) in FOOF. Experimental valuesare 1.217 and 1.575 A*

Roo Reo
M ethod cc-DZP pVDZ TZ(2d) cc-pvVDZ DZP TZ(2d)
HF 1.304 1.308 1.301 1.368 1.362 1.361
M P2 1.210 1.266 1.140 1.581 1.521 1.728
M P3 1.302 1.320 1.301 1.455 1.449 1.450
CCsD 1.276 1.307 1.278 1.494 1.474 1.482
CCSD(T) 1.216 1.261 1.216 1.637 1571 1.614
CISsD 1.304 1.316 1.301 1.416 1.412 1.407
SVWN 1.202 1.222 1.186 1.556 1.536 1.573
BLYP 1.224 1.243 1.207 1.622 1.604 1.643
BPWO91 1.211 1.231 1.119 1.612 1.589 1.623
B3LYP 1.240 1.264 1.222 1.523 1.502 1.540
B3PW91 1.229 1.254 1.217 1.517 1.491 1.524

* From Computational Quantum Chemistry, Frank Jensen, Wiley



