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Ru(II) (Ea)

PR3 27 kcal/mol 27 29 kcal/mol (Table 3) Ir(I)
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Table 3. RuCl2(PR3)2 IrCl(CO)(PR3)2 (R=H, Me, 
Ph) Ea (kcal/mol)a) $E 
(kcal/mol)a)  
 
R H Me Ph 
 Ea $E Ea $E Ea $E 
Ru(II) 26.0 -28.9 27.3 -26.6 27.0 -28.8 
Ir(I) 41.1 -3.3 39.5 -4.3 38.6 -7.2 
 
a) CCSD(T)-calculated values

Table 1. (R=H) Ea

(kcal/mol) $E (kcal/mol) 

Table 2. 
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