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Fig. 1 Reaction process of PhNCO with RYH(ROH, RNH,) dimers.
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Fig. 2 Reaction of PhNCO with 2MeOH. The 1:2 complex, TS and IRC.
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Table 1 Simulation results of addition reactions of PhNCO with H,0, MeOH and MeNH,.

Entry No Reaction Hy. bond Int. enrgy Transition state Exp. data
Reagents (kcal mol™)  (kcal mol™") Fa (kcal mol™") Imagin. Vibrn. (cm™)  Fa (kcal mol™)
1 PhNCO+2H,0 491 5.35 9.12 414i
2 PhNCO+2MeOH 4.76 4.9 7.23 108i 10.1
3 PhNCO+2MeNH, 2.84 9.28 412 216i
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Fig. 3 Complex, TS and IRC for catalytic urethane formation of PhNCO and 2MeOH by EtN.
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