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Table2. %% HEICIIT S atomic charge & A B UEE | B LB R L X — LG L= ¥F —

atomic charge (spin density)

triplet quintet
HRP-II T.S.*! HRP-OH HRP-II T.S.*! HRP-OH
dxy (0.05) (-0.08) (0.05) (0.57) (0.53) (0.75)
dyz (-0.31) (0.24) (0.92) (0.36) (0.68) (0.95)
Fe  dz (0.05) (0.00) (0.82) (0.88) (0.29) (0.97)
dx>y? (0.76) (0.00) (0.11) (0.41) (0.49) (0.74)
dz (0.10) (0.26) (0.33) (0.66) (0.43) (0.88)
Fe 1.77 (0.57)  1.71(0.34) 1.93 (3.25) 1.82(3.24) 1.78(2.53)  1.99 (4.44)
o*? 0.37(0.36) -0.27(1.30)  0.10(-0.91) 0.75(0.34)  0.47(0.38) -0.56 (0.07)
Por*? -1.82(1.04)  -1.52(0.38) -1.12(-0.41) -1.95(1.01) -0.97(-0.18) -0.63(-0.53)
Im** 0.02 (0.00)  0.28 (0.00)  0.00 (0.04) 0.03 (0.03) -0.66 (0.96)  0.15(0.03)
p-cresol 0.30 (0.00) -0.20 (0.06) -0.91(-0.02) 0.21 (0.01)  0.05(0.94) -0.97 (1.03)
E (eV) -78374.7 -78373.6 -78376.8 -78374.0 -78373.3 -78376.1
AE (eV) 1.1 0.7

*1 : Transition State *2
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* 3 : Porphyrin

*4 : Imidazole





