
Table 1: Potential parameters for ICl−(CO2)n.

CO2 geometry

RC−O (Å) 1.16

CO2 charge distribution charge (au) distance from C (Å)
q1 = q5 0.1216 1.523
q2 = q4 -0.6418 1.066
q3 1.0404 0.000

CO2 polarizability
αzz (Å3) 4.487
αxx = αyy (Å3) 2.127

LJ parameters σ (Å) ε (meV)
C–C 2.824 2.256
O–O 3.026 6.477
C–O 2.925 3.823
C–I 3.805 16.33
O–I 3.200 12.56
C–Cl 3.349 10.85
O–Cl 2.700 5.633
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