published or not. The documents may come   L'archive ouverte pluridisciplinaire

  cc-pVQZ PES for HOCO • 3261 RCCSD(T) /cc-pVQZ points were calculated • analytical 6D representation with 193 parameters in the bond-distance-bond-angle coordinates r1, r2, r3, 5, 6, 7 V(r1,r2,r3,5,6,7)=8 Cijklmn s1i s2j s3k (5-5ref)l (6-6ref)m cos(n7) using Morse coordinates for the stretches reference geometry = saddle-point geometry • standard deviation of the fit was 2for the quartic force fields developed recently for trans-HOCO, cis-HOCO, and the cis-HOCO anion 4,5 . Our results help to clear up a large discrepancy between previously reported vibrational perturbation theory (VPT) and vibrational configuration interaction (VCI) predictions for the torsional frequency.