R 29 AR RAEBKRIALTFIIERT A— R —ar B a—H AT A A E

RS RS2 RTRE S T 2 BT & B A D% F & ARk
Design and Synthesis of Metal Catalysts toward Efficient Organic Molecular Transformation

SR A ZE AT B e BB R E BRI T ko 7 — Aoy AN b s TR BT

WFFE RS R 2L

WUHFEETIE, 7 v b#ke Ne~T ot A 7 U o7 hARU(NHOBUL 2 WD Z &
TET V=N Ay TV T RIERT V=T NX N TV T RO X <
T2 EERHLTWS, A, DFTHEIWZEID TV —N-TAXN vV T K
SV D OSSR 21T - T2 & 2 A, 887 — MR Z RIMAR & 32 Fel/Fe!V o filitt
WA T NVTRIEDHEITLTWND Z ERE Sz (Figure 1), 2F 0, (NHC)Fe'F, &
MeMgCl & DOEUSZ £ 0 AT 2 7 — MEEIR[(INHC)Fe'FaMeMgClLIZx LT, ~r by
{7 U — B3 2% 2 & TINHC)FeVFaMePh WA KT 5, & D1k,
(NHC)FeVFoMePh 7> 5 OIZJCHIBEEC L 0 ks 52 5, 728, 7y R T =A4rE &
OYNHC B FIX 2 Es8V - R —ME L o- R — 2B L TWA Z &b, RIS TR
BRI RO ZELICHFHE LTS EBE X TN 5D,

Relative Gibbs free energies (kcal/mol)

Figure 1. Energy diagram for oxidative addition and reductive elimination at the
B3LYP/6-31G(d) level of theory.
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