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1. kJ mol! A
F2CO-H=20 FCI1CO-H20
Complex I Complex I1 Complex I Complex 11
MP2 B3LYP MP2 B3LYP MP2 B3LYP MP2 B3LYP
Ecom 10.56 9.52 16.41 12.21 10.35 8.96 13.79 8.28
Ic1-02 1.181 1.175 1.179 1.173 1.185 1.176 1.182 1.174
I 05-He 0.9639 0.9643 0.9621 0.9623 0.9640 0.9643 0.9626 0.9624
I os-H7 0.9608 0.9612 0.9612 0.9618 0.9608 0.9612 0.9617 0.9617
fci..05 3.764 3.878 2.637 2.773 3.875 3.978 2.758 2.942
lo2..He 2.086 2.139 2.899 3.064 2.087 2.148 2.752 2.938
Calculated using the aug-cc-pVTZ basis set and corrected for BSSE.
FCICO (MP2, 1.181 A; B3LYP, 1.172 A) 9. F»CO-H20 population
H20 OH MP2, 0.9614 A
B3LYP, 0.9619 A parameter
C1-F3 Ci1-X4 MP2 Complex I
B3LYP intermolecular
E? m o2 — o* o516 4.2
H.0 E? ns 02 — o* 0516 8.4
Cl.CO FCICO F2€0 intramolecular
F2CO-H:20 population AED 1502 — o* 0173 9.1
2 CT 2 AE? 202 — o* 174 11.0
I 02 AE? mr3 — o* c1-02 +1.3
h 05-H6 6 AE® n3¥s — 7% c102 +4.1
02 n C-F AE® nars — o* c1-02 +1.0
F n C1-02 AE® n3rs — 7% c102 +1.3
11 O5 n
C1-02 T CT Complex II
I intermolecular
E? ns 05 — 7* c1-02 8.5
CT I FCO E? n3rs — Ryd* os 0.2
H:0 3.6 me II  H0 F2CO E? nsvs — Ryd* 05 0.9
4.1 me intramolecular
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in kJ mol?





